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500

obtaining, a ligand-protein complex structural data indicative of a
structure of the ligand-protein complex and a reference bioactivity
502

data of the ligand, the protein and the ligand-protein complex; the
ligand-protein complex structural data comprising, a plurality of /

ligand nodes of the ligand, each ligand node having a ligand attribute;
a plurality of protein nodes, each protein node having a protein
attribute; a plurality of non-covalent edges connecting a ligand node
to a respective protein node, each non-covalent edge having a non-
covalent bond attribute

v

determining, for each docking pose of the plurality of docking poses,
a ligand-protein complex interaction parameter indicative of
intermolecular interaction data of the ligand-protein complex, in a
respective docking pose, wherein determining the ligand-protein
complex interaction parameter comprises, determining, for each non-
covalent edge, a non-covalent parameter indicative of intermolecular
interaction data of a first ligand node, and a first protein node 504
positioned adjacent thereto and bound to the first ligand node by a
first non-covalent edge, based on, a first ligand attribute of the first /
ligand node, a first protein attribute of the first protein node, and a
first ligand-protein non-covalent parameter indicative of a binding
stability of a type of dispersion force of the first non-covalent edge;
and determining, the ligand-protein complex interaction parameter
based on an aggregation of the non-covalent parameters, for the
plurality of non-covalent edges, of the ligand-protein complex

v 506

determining, an aggregated ligand-protein complex interaction
parameter indicative of an aggregated intermolecular interaction data

of the ligand-protein complex, in the plurality of docking poses

508

determining, the bioactivity parameter based on the aggregated /
ligand-protein complex interaction parameter

FIG. 5
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!'While computing the mean Intersection over Union (IoU), “Attention Pockets™ are determined by
the highesL average atlention scores during training, with the number ol “Attention Pockels” aligned
with “Native Pockets”. For drug-target pairs with multiple native conformations, IolJ is evaluated
individually between each “Native Pockets” of native conformation and “Attention Pockets”.
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