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Infrared spectroscopy of phenol-cyclohexane clusters:
Analysis of the interaction based on quantum chemical calculation
(Kitasato Univ.) Yuki Takahira, Haruki Ishikawa

To analyze the interaction between phenol and cyclohexane in the phenol-cyclohexane
clusters, we have performed quantum chemical calculations. The optimized cluster structures
obtained well reproduced the OH stretching vibration wavenumbers observed in our study. In
addition to the structural optimization and vibrational analysis, natural bond orbital analysis
was carried out to examine the charge-transfer type interaction between the proton-donor and
acceptor in the cluster. Detailed results are presented in the paper.
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