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Abstract: Aim To mrport the prliminary result of the HIV inhibitor screening based on
chem informatics tools and the traditional Chinese medicine database. Methods Database search was
carried out with saquinavir molecule as a template, further screening was made with docking. Detailed
studies using molecular dynamics simulation of 50 ps and 200 ps were made with respect to a potential
leading compound, leucovorin. Results The leucovorin molecule distinguished from other molecules as a
potential drug candidate and is subject to extensive studies. The bonding profile and energy were calculated
with MD simulations. Conclusion Our results could be very helpful when we modify leucovorin or design
new inhibitors against H IV.
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Figure2 The structure of leucovorin
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Figure4 The close view of binding of leucovorin with

the residues of the receptor around it. In A, the dotted ’
lines represent the hydrogen bond, the leucovorin is in
the ball-stick reprsentation, the rwrsidues of the
receptor is in the stick rmprsentation, oxygen,
nitrogen, carbon and hydrogens ar colored in red,
blue, gray and white, rwspectivelyy, In B, the
molecular surface rndered with hydrophobicity near
the ligand is displayed where the blue and green colors
refer to hydrophobic and hydrophilic areas,
respectively. It is quite clear that the ligand is well
situated in the pocket and the hydrophibic features of
ligand and receptor are well matched
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Figure5 The statistical distribution of the important dihedmal angles in arbitrary unit ( the angle is in degrees),
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Figure 7 The mdial distribution function between
atoms of ligand and those of residues of the rceptor,
o, ® and a rprsent the radial distribution functions

betwveen H732-028, H29-0474 and H454-028,
respectively References
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