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Structure Based Drug Design
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Deep Learning
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Convolutional Neural Networks
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Convolutional Neural Networks
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Protein-Ligand Representation
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(R,G,B) pixel            → 
(Carbon, Nitrogen, Oxygen,…) voxel

The only parameters for this 
representation are the choice of 
grid resolution, atom density, 
and atom types.
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Pose Results
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Affinity Results
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Deep Dreams of Molecules
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Beyond Scoring
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MSCBIO2065: Scalable Machine 
Learning for Big Data Biology
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Fall Semester 
WF: 1:30 - 3pm


