Supporting Information 
Table S1 

	PDB id / conformer id
	Overall quality score
	Covalent bond quality
	Non-covalent/ packing quality
	Torsion angle quality

	1qlp
	9.5
	7.5
	7.5
	8.5

	2qug
	1.5
	7.5
	7.5
	5.5

	3cwm
	7.5
	7.5
	7.5
	7.5

	3drm
	9.5
	7.5
	8.5
	7.5

	1oph
	9.5
	7.5
	8.5
	7.5

	1iz2
	9.5
	7.5
	7.5
	7.5

	1ezx
	9.5
	7.5
	8.5
	7.5

	Conf_77 (used for sites A, C)
	6.5
	7.5
	7.5
	7.5

	Conf_85 

(used for site B)
	7.5
	7.5
	7.5
	7.5

	Conf_95 (used for site D)
	6.5
	7.5
	6.5
	7.5

	Conf_53 (used for sites E, F)
	6.5
	7.5
	7.5
	7.5

	Conf_20 (used for site G)
	7.5
	7.5
	7.5
	7.5

	Conf_87 (used for site H)
	7.5
	7.5
	7.5
	7.5

	Conf_57 (used for site I)
	7.5
	7.5
	6.5
	8.5


