Table S1. RMSE of LibSVM models calculated with different sets of descriptors
  
	Descriptors
	RMSE
	R2
	Q2
	MAE

	E-state count
	38.3
	0.61
	0.61
	28.9

	[bookmark: _GoBack]ISIDA Fragmentor
	38.5
	0.61
	0.61
	29

	CDK
	38.9
	0.6
	0.6
	29.5

	QNPR
	39.7
	0.58
	0.58
	30.2

	ChemAxon
	40.1
	0.58
	0.58
	30.5

	GSFrag
	42.1
	0.53
	0.53
	32.3

	Dragon
	42.4
	0.53
	0.52
	32.8

	EFG
	42.5
	0.52
	0.52
	32.6

	Mera, Mersy
	42.6
	0.52
	0.52
	32.8

	Adriana
	42.9
	0.51
	0.51
	32.9

	Inductive
	49.8
	0.35
	0.34
	39.3

	MolPrint
	60.8
	0.02
	0.02
	49.5

	ECFP4
	61.3
	0
	0
	50
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