
AI-driven structure-based 
drug discovery using 

generative equivariant 
diffusion



Diffusion? 
Equivariance?





Overview: Diffusion



Overview: Diffusion
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EQGAT-diff



Model architecture: EQGAT-diff !(")
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Loss weighting



Design Space



Large-Scale Pre-Training: PubChem3D



Large-Scale Pre-Training: PubChem3D



Large-Scale Pre-Training: PubChem3D



State-of-the-Art



State-of-the-Art



Why 3D-based modelling?





Target-aware de novo generation



Thanks!

Questions?


