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— quirements for Binding in Aqueous Solution of Polar Substrates in

Molecular Dynamics Simulation of Binding Process of — cyclodextrin
and p—cresol in Vacuum
YIN Kai— ]iangl, Cheng — Lung Chen’
(1. Department of Chemical Engineering, Jiangsu Institute of Petrochemical Technology, Changzhou 213016,
China; 2. Department of Chemistry, National Sun Yat— Sen University, Kaohsiung 80424, Taiwan)

Abstract: In this paper we report the results of molecular dynamics simulation of the binding process of host3
—cyclodextrin and guest p—cresol started from two different initial states in vacuum. The study shows that the
binding interaction due to the van der Waals interactions between the host and guest molecules and the phenol
methyl group always inserted into the CD cavity first. These entirely agreed with that obtained by NM R studies
of the same system in aqueous solution.
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