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How to filter? 

ADME descriptors? Size/Shape/Polarity? Tanimoto Similarity? 

Filtering focus the search in known leads/pharmacophores. 
It increases chance of hit detection but reduces the diversity of the ligands. 
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Molecular Docking: 
Finding the binding pose of a ligand 
inside a receptor, and estimating its 

affinity. 
More of this on the next chapter 
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