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Figure Captions
Figure S1. Tc distributions of the 13 different FPs generated by 10 million comparisons between pairs randomly selected from the Ki database. 
Table Captions
Table S1. Correlation matrix showing r2 obtained for each FPs pair based on Tanimoto coefficients (Tc) computed for 1 million comparisons between compounds randomly selected from the Ki dataset.
Table S2. Correlation matrix showing r2 obtained for each FPs pair based on Tanimoto coefficients (Tc) computed for 1 million comparisons between compounds randomly selected from the IC50 dataset.
[bookmark: _GoBack]Table S3. Value of Tc0.05 obtained for each of the 13 considered FPs for the Ki and IC50 datasets respectively.































Figure S1
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Table S1.


	
	ECFP2
	FCFP2
	ECFP4
	FCFP4
	RDKIT
	PAT
	PAIR
	TORS
	FP2
	FP4
	PUB
	CDK
	EXT
	MACCS
	KR
	GRAPH
	SUB
	HYB

	ECFP2
	1.00
	0.63
	0.94
	0.66
	0.34
	0.41
	0.67
	0.61
	0.56
	0.59
	0.53
	0.50
	0.51
	0.59
	0.58
	0.43
	0.55
	0.43

	FCFP2
	0.63
	1.00
	0.59
	0.92
	0.33
	0.35
	0.57
	0.46
	0.52
	0.59
	0.49
	0.48
	0.48
	0.49
	0.52
	0.35
	0.57
	0.39

	ECFP4
	0.94
	0.59
	1.00
	0.67
	0.32
	0.39
	0.63
	0.62
	0.55
	0.53
	0.50
	0.50
	0.50
	0.53
	0.55
	0.41
	0.49
	0.41

	FCFP4
	0.66
	0.92
	0.67
	1.00
	0.29
	0.35
	0.56
	0.56
	0.54
	0.53
	0.49
	0.49
	0.48
	0.44
	0.51
	0.36
	0.52
	0.36

	RDKIT
	0.34
	0.33
	0.32
	0.29
	1.00
	0.48
	0.45
	0.34
	0.57
	0.42
	0.49
	0.75
	0.77
	0.56
	0.32
	0.38
	0.27
	0.82

	PAT
	0.41
	0.35
	0.39
	0.35
	0.48
	1.00
	0.55
	0.38
	0.46
	0.36
	0.46
	0.48
	0.51
	0.42
	0.30
	0.37
	0.31
	0.45

	PAIR
	0.67
	0.57
	0.63
	0.56
	0.45
	0.55
	1.00
	0.57
	0.58
	0.56
	0.57
	0.56
	0.57
	0.57
	0.57
	0.46
	0.54
	0.53

	TORS
	0.61
	0.46
	0.62
	0.56
	0.34
	0.38
	0.57
	1.00
	0.53
	0.44
	0.53
	0.49
	0.49
	0.37
	0.35
	0.41
	0.41
	0.39

	FP2
	0.56
	0.52
	0.55
	0.54
	0.57
	0.46
	0.58
	0.53
	1.00
	0.55
	0.68
	0.84
	0.83
	0.59
	0.58
	0.65
	0.48
	0.66

	FP4
	0.59
	0.59
	0.53
	0.53
	0.42
	0.36
	0.56
	0.44
	0.55
	1.00
	0.53
	0.52
	0.52
	0.56
	0.48
	0.42
	0.88
	0.49

	PUB
	0.53
	0.49
	0.50
	0.49
	0.49
	0.46
	0.57
	0.53
	0.68
	0.53
	1.00
	0.63
	0.63
	0.56
	0.34
	0.60
	0.52
	0.55

	CDK
	0.50
	0.48
	0.50
	0.49
	0.75
	0.48
	0.56
	0.49
	0.84
	0.52
	0.63
	1.00
	0.95
	0.60
	0.56
	0.60
	0.42
	0.80

	EXT
	0.51
	0.48
	0.50
	0.48
	0.77
	0.51
	0.57
	0.49
	0.83
	0.52
	0.63
	0.95
	1.00
	0.61
	0.55
	0.61
	0.42
	0.81

	MACCS
	0.59
	0.49
	0.53
	0.44
	0.56
	0.42
	0.57
	0.37
	0.59
	0.56
	0.56
	0.60
	0.61
	1.00
	0.62
	0.56
	0.48
	0.64

	KR
	0.58
	0.52
	0.55
	0.51
	0.32
	0.30
	0.57
	0.35
	0.58
	0.48
	0.34
	0.56
	0.55
	0.62
	1.00
	0.47
	0.45
	0.46

	GRAPH
	0.43
	0.35
	0.41
	0.36
	0.38
	0.37
	0.46
	0.41
	0.65
	0.42
	0.60
	0.60
	0.61
	0.56
	0.47
	1.00
	0.37
	0.53

	SUB
	0.55
	0.57
	0.49
	0.52
	0.27
	0.31
	0.54
	0.41
	0.48
	0.88
	0.52
	0.42
	0.42
	0.48
	0.45
	0.37
	1.00
	0.36

	HYB
	0.43
	0.39
	0.41
	0.36
	0.82
	0.45
	0.53
	0.39
	0.66
	0.49
	0.55
	0.80
	0.81
	0.64
	0.46
	0.53
	0.36
	1.00




Table S2.
	
	ECFP2
	FCFP2
	ECFP4
	FCFP4
	RDKIT
	PAT
	PAIR
	TORS
	FP2
	FP4
	PUB
	CDK
	EXT
	MACCS
	KR
	GRAPH
	SUB
	HYB

	ECFP2
	1.00
	0.61
	0.94
	0.63
	0.32
	0.38
	0.65
	0.57
	0.55
	0.56
	0.52
	0.49
	0.49
	0.56
	0.51
	0.39
	0.52
	0.41

	FCFP2
	0.61
	1.00
	0.57
	0.91
	0.33
	0.32
	0.53
	0.40
	0.50
	0.55
	0.48
	0.48
	0.47
	0.47
	0.46
	0.30
	0.52
	0.38

	ECFP4
	0.94
	0.57
	1.00
	0.64
	0.30
	0.36
	0.60
	0.55
	0.53
	0.50
	0.48
	0.47
	0.47
	0.50
	0.50
	0.36
	0.46
	0.38

	FCFP4
	0.63
	0.91
	0.64
	1.00
	0.29
	0.32
	0.52
	0.48
	0.51
	0.47
	0.46
	0.47
	0.45
	0.40
	0.44
	0.30
	0.45
	0.34

	RDKIT
	0.32
	0.33
	0.30
	0.29
	1.00
	0.46
	0.43
	0.32
	0.58
	0.41
	0.49
	0.76
	0.78
	0.55
	0.29
	0.34
	0.28
	0.77

	PAT
	0.38
	0.32
	0.36
	0.32
	0.46
	1.00
	0.52
	0.34
	0.44
	0.32
	0.41
	0.46
	0.48
	0.40
	0.26
	0.33
	0.26
	0.42

	PAIR
	0.65
	0.53
	0.60
	0.52
	0.43
	0.52
	1.00
	0.55
	0.55
	0.55
	0.56
	0.54
	0.54
	0.56
	0.50
	0.41
	0.52
	0.50

	TORS
	0.57
	0.40
	0.55
	0.48
	0.32
	0.34
	0.55
	1.00
	0.50
	0.41
	0.51
	0.44
	0.44
	0.32
	0.22
	0.37
	0.37
	0.34

	FP2
	0.55
	0.50
	0.53
	0.51
	0.58
	0.44
	0.55
	0.50
	1.00
	0.53
	0.69
	0.81
	0.81
	0.59
	0.50
	0.61
	0.45
	0.65

	FP4
	0.56
	0.55
	0.50
	0.47
	0.41
	0.32
	0.55
	0.41
	0.53
	1.00
	0.55
	0.50
	0.50
	0.54
	0.39
	0.39
	0.88
	0.48

	PUB
	0.52
	0.48
	0.48
	0.46
	0.49
	0.41
	0.56
	0.51
	0.69
	0.55
	1.00
	0.64
	0.63
	0.59
	0.28
	0.60
	0.53
	0.56

	CDK
	0.49
	0.48
	0.47
	0.47
	0.76
	0.46
	0.54
	0.44
	0.81
	0.50
	0.64
	1.00
	0.94
	0.61
	0.51
	0.55
	0.40
	0.78

	EXT
	0.49
	0.47
	0.47
	0.45
	0.78
	0.48
	0.54
	0.44
	0.81
	0.50
	0.63
	0.94
	1.00
	0.62
	0.50
	0.56
	0.40
	0.79

	MACCS
	0.56
	0.47
	0.50
	0.40
	0.55
	0.40
	0.56
	0.32
	0.59
	0.54
	0.59
	0.61
	0.62
	1.00
	0.59
	0.56
	0.46
	0.64

	KR
	0.51
	0.46
	0.50
	0.44
	0.29
	0.26
	0.50
	0.22
	0.50
	0.39
	0.28
	0.51
	0.50
	0.59
	1.00
	0.40
	0.35
	0.42

	GRAPH
	0.39
	0.30
	0.36
	0.30
	0.34
	0.33
	0.41
	0.37
	0.61
	0.39
	0.60
	0.55
	0.56
	0.56
	0.40
	1.00
	0.33
	0.51

	SUB
	0.52
	0.52
	0.46
	0.45
	0.28
	0.26
	0.52
	0.37
	0.45
	0.88
	0.53
	0.40
	0.40
	0.46
	0.35
	0.33
	1.00
	0.36

	HYB
	0.41
	0.38
	0.38
	0.34
	0.77
	0.42
	0.50
	0.34
	0.65
	0.48
	0.56
	0.78
	0.79
	0.64
	0.42
	0.51
	0.36
	1.00



Table S3.

	Fingerprint name
	Tc0.05 (Ki)
	Tc0.05 (IC50)

	ECFP2
	0.59
	0.52

	FCFP2
	0.74
	0.68

	RDKIT
	0.76
	0.68

	PAT
	0.86
	0.84

	PAIR
	0.53
	0.47

	TORS
	0.55
	0.49

	FP2
	0.70
	0.63

	PUB
	0.85
	0.83

	MACCS
	0.83
	0.80

	KR
	0.66
	0.59

	GRAPH
	0.82
	0.77

	SUB
	0.86
	0.85

	HYB
	0.70
	0.63
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