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Computational method for calculating
ligand binding affinities
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Virtual compound screening using molecular docking is widely used in the
discovery of new lead compounds for drug design. However, the docking
scores are not sufficiently precise to represent the protein-ligand binding
affinity. The candidates of drugs should strongly and specifically bind to the
target proteins, thus the accurate prediction of the binding affinity of a
ligand for a protein is a critical element in computer-aided drug discovery.
Here, we will review different computational methods currently available to
calculate ligand binding affinitis, and introduce an efficient method that we

developed.
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