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Objectives/Goals Abstract \}
The objective of thiswork was to develop an efficient receptor-liga SGKi ntegrated into a
binding pocket analysis tool (POVME) that can potentially be us S ai# of drug discovery
Two major goalsinclude the generation of uniform rotations in 3{0¥ space™s aluation of the
accuracy of the docking and scoring functions in determining pf aligand within a

receptor.

Methods/Materials
A computer with access to the Binding Database (a publi Qe Yy
affinities, focusing chiefly on the interactions of proteins ¢ to befug-targets with small,

scoring functions. Functions were

gon-generated points on a sphere had
the lowest standard deviation between point diflaric@J esting of the docking and scoring functions
showed that there existed a strong negative lipgg . Retween feature scores and distance from
correct ligand binding position.

Conclusions/Discussion
The low standard deviation of dist
fulfill design goal #1, producin
strong negative linear associak

A rotationsin 3-D space. In addition, due to the
{nteraction score and distance from the correct ligand

results show that the docking funciiQr, imgnar #, produces scores that increase as the dlstancefrom

)ations of any given receptor and ligand maps. These
be implemented within POVME.

D

Summary ent N
This wdrimxQduc nding-pocket analysis-based receptor-ligand docking and optimized scoring
functionsi xpedite future drug discovery.
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