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pKa prediction



Simple ADME/tox

1D/2D-to-3D

Compound collections in 3D



Simple ADME/tox: FAF-Drugs



Compound collections in 3D with 3 ADME/tox filters



SB-VLS

Multi-step-pocket-based virtual ligand screening
M. A. Miteva , W. H. Lee, M. Montes , B. O. Villouteix
J Med Chem 48:6012-22 (2005)
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SB-VLS Hitrate = 1.2

HTS Hitrate = 0.1
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