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Abstract:

Structurally simpler than liquid water and equipped with the possibility of chemical variation, methanol is

an interesting protic solvent. We try to contribute to a fundamental understanding of this solvent by

applying linear vibrational spectroscopy tools to its isolated clusters. Already the dimer of methanol poses

some challenges which are only partially understood. How anharmonic is the OH bond when it engages in

a hydrogen bond ™? Which fraction of the hydrogen bond-induced OH stretching shift is harmonic in

origin 2?2 Why do DFT methods and also MP2 fail in quantitatively describing this shift? How anharmonic

is the librational motion of the OH group orthogonal to the hydrogen bond? What happens if we mix other

solvent molecules, such as acetone ¥, or an alkene, or diphenylether, with methanol? The talk will cover

some of these questions and our proposed answers.
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