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Molecular Modelling of Polymer-Cyclodextrins Inclusion Complexes
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ABSTRACT

Computer modeliing has been frequently used in the field of chemistry as an
excellent tool to understand sophisticated problems by examining the statistical and
mathematical data generated. In the application of polymer-cyclodextrins inclusion
complexes, the technique of computer modeling and force-field simulation analyses
were used. The important factor in the inclusion complexes formation is the size
matching between the internal cyclodextrin’s cavity and the cross-sectional area of
polymeric guest, a-CD can complex with only the PEG, wheteas the y-CD form can
complex with 2 PEG chains and PDMS. The hydrophobic internal cyclodextrin’s cavity
which was studied by CHARMM program can also leads to the complexation of
polymer-cyclodextrins.
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