Table S1. Idealized geometric interaction rules used for the calculation of the virtual ligand model (8).

	Rule
	Protein atom
	Interaction type
	Criteria

	1
	H-donor (NH, OH)
	H-acceptor (A)
	distanceH…A = 1.9 Å

angleN/O-H…A = 180°

	2
	Oxygen (C=O, R1-C-R2)
	H-donor (D)
	distanceO…D = 1.9 Å

angleC-O…D = 120°

	3
	Nitrogen (unprotonated)
	H-donor (D)
	distanceN…D = 1.9 Å

	4
	Aliphatic carbon
	Lipophilic (L)
	distanceC…L = 4 Å


