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CONTRIBUTIONS

• Dataset:  CrossDocked2020 [1]

• Properties optimized: Vina Score, QED & SA

• Generative Backbone: TargetDiff [2]

• Evaluation Metric: Hit rate (QED ≥ 0.4,

SA ≥ 0.5 & Vina Dock ≤ 8.18 kcal/mol)
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Goal
Generate ligand molecules that tightly bind to 
the protein pocket and possess acceptable 
pharmacological properties.

Algorithm Design
We introduce TAGMOL, decoupling molecular 
generation and property prediction. The latter 
guides diffusion sampling and create 
molecules with desired properties.

Rigorous empirical evaluation
TAGMOL outperforms SOTA by  22%  in Vina 
Score, all the while being guided by binding 
affinity and crucial pharmacological properties 
such as QED & SA.
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