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ABSTRACT OF THE TALK 

Scoring functions are widely applied in combination with molecular docking methods to 

predict ligand binding poses and ligand binding affinities or to identify active compounds 

through virtual screening. An objective benchmark for assessing the performance of current 

scoring functions is expected to provide practical guidance for the users to make smart 

choices among available methods. It can also elucidate the common weakness in current 

methods for future improvements. This lecture describes our continuous efforts on the 

development of the PDBbind database and the so-called comparative assessment of scoring 

functions (CASF) benchmark based on it. The key idea of CASF is to compare the general 

performance of scoring functions on a diverse set of protein−ligand complexes. In order to 

avoid testing scoring functions in the context of molecular docking, the scoring process is 

separated from the docking (or sampling) process by using ensembles of ligand binding 

poses that are generated in prior. Our latest study, i.e., CASF-2013, evaluated 20 popular 

scoring functions on a  set of 195 protein-ligand complexes selected out of the PDBbind 

database (version 2013).  
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