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joint 3D structure of a protein and one or more ligands. In one aspect, a
method comprises: obtaining a network input that characterizes the protein
and the one or more ligands; processing the network input using an embed-
ding neural network to generate a protein - ligand embedding of the protein
and the one or more ligands; and generating, using a generative model and
while the generative model is conditioned on the protein - ligand embed-
ding, the predicted joint three-dimensional (3D) structure of the protein and
the one or more ligands.
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