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Theoretical studies on the inclusion complexes of PMEA and B-cyclodextrin
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Abstract: Objective Using the method of assistant simulation deesign by computer to investigate the
rules of forming inclusion complexes between cyclodextrin (3-CD) and adefovir (PMEA) from the molecu-
lar level. Methods The structures of -CD were from the crystalline structure (HEGXUM). The struc-
tures of PMEA with different charges were optimized under OPLAS2005 force field. The inclusion comple-
xes were simulated by docking method of Glide in Schrodinger software package. Results PMEA and g-
CD easy to form the PMEA-B-CD inclusion complex. The 2 parts of 8-CD are more easily to form the inclu-
sion complex with than PMEA than one part. Among the total energy, Van der Waals energy play a major
role compared with the electrostatic interaction. The different charges states can change the models of in-
clusion. The positive PMEA favors mono 8-CD, and the negative PMEA prefers B-CD dimmer. Conclusion

B-CD and PMEA can easy to form the inclusion complex. The portion of B-CD and the charges states of
PMEA have effects on the models of inclusion complexes.
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