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(57) Abstract: Disclosed is a system and method for determining, a bioactiv-
ity parameter for a ligand, when the ligand is bound to a protein to form a
ligand-protein complex, in a plurality of docking poses, comprising a proces-
sor configured to: obtain, ligand-protein complex structural data and reference
bioactivity data; determine, a ligand-protein complex interaction parameter in-
dicative of intermolecular interaction data of the ligand-protein complex in a
docking pose; determine, an aggregated ligand-protein complex interaction pa-
rameter in the plurality of docking poses; and determine, the bioactivity para-
meter based on the aggregated ligand-protein complex interaction parameter,
wherein determining the ligand-protein complex interaction parameter compris-
es, determining, a non-covalent parameter indicative of intermolecular interac-
tion data of a ligand node and a protein node, based on, the ligand and protein
attributes and a ligand-protein non-covalent parameter indicative of a binding
stability of a type of dispersion force of the first non-covalent edge.
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