	H-bond

topology
	n
	Mean rank
	H-bond topology (ligand ∙ protein)

	
	
	
	OH∙∙∙O
	OH∙∙∙N
	NH∙∙∙O
	NH∙∙∙N
	O∙∙∙HO
	O∙∙∙HN
	N∙∙∙HO
	N∙∙∙HN

	LH: K-W test for non-halogenated ligands: H(7, N= 21150) =1519; p < 10-9

	OH∙∙∙O
	3358
	8378
	-
	1.9·10-3
	<1·10-10
	1.6·10-7
	7.6·10-3
	<1·10-10
	<1·10-10
	<1·10-10

	OH∙∙∙N
	251
	6787
	1.9·10-3
	-
	<1·10-10
	6.2·10-10
	1
	<1·10-10
	<1·10-10
	<1·10-10

	NH∙∙∙O
	5670
	11015
	<1·10-10
	<1·10-10
	-
	1.4·10-3
	<1·10-10
	1
	0.05
	<1·10-10

	NH∙∙∙N
	17
	17026
	1.6·10-7
	6.2·10-10
	1.4·10-3
	-
	9.1·10-9
	1.1·10-3
	0.20
	1

	O∙∙∙HO
	1331
	7659
	7.6·10-3
	1
	<1·10-10
	9.1·10-9
	-
	<1·10-10
	<1·10-10
	<1·10-10

	O∙∙∙HN
	8675
	10943
	<1·10-10
	<1·10-10
	1
	1.1·10-3
	<1·10-10
	-
	0.03
	<1·10-10

	N∙∙∙HO
	121
	12769
	<1·10-10
	<1·10-10
	0.05
	0.20
	<1·10-10
	0.03
	-
	0.47

	N∙∙∙HN
	1727
	14140
	<1·10-10
	<1·10-10
	<1·10-10
	1
	<1·10-10
	<1·10-10
	0.47
	-

	LF: K-W test for fluorinated ligands: H(7, N= 1930) =212; p < 10-9

	OH∙∙∙O
	103
	471
	-
	1
	<1·10-10
	1
	1
	<1·10-10
	1
	<1·10-10

	OH∙∙∙N
	13
	294
	1
	-
	1.5·10-3
	0.64
	1
	1.2·10-4
	1
	1.3·10-7

	NH∙∙∙O
	842
	922
	<1·10-10
	1.5·10-3
	-
	1
	4.0·10-4
	0.09
	0.91
	<1·10-10

	NH∙∙∙N
	1
	1612
	1
	0.64
	1
	-
	1
	1
	1
	1

	O∙∙∙HO
	39
	526
	1
	1
	4.0·10-4
	1
	-
	4.0·10-6
	1
	<1·10-10

	O∙∙∙HN
	571
	1011
	<1·10-10
	1.2·10-4
	0.09
	1
	4.0·10-6
	-
	0.40
	1.6·10-6

	N∙∙∙HO
	4
	325
	1
	1
	0.91
	1
	1
	0.40
	-
	0.04

	N∙∙∙HN
	357
	1215
	<1·10-10
	1.3·10-7
	<1·10-10
	1
	<1·10-10
	1.6·10-6
	0.04
	-

	LX: K-W test for ligands halogenated, not fluorinated: H(6, N= 1390) =171; p<10-9

	OH∙∙∙O
	72
	489
	-
	1
	0.11
	
	1
	3.3·10-4
	1
	<1·10-10

	OH∙∙∙N
	17
	278
	1
	-
	7.9·10-3
	
	1
	2.5·10-4
	0.22
	2.6·10-9

	NH∙∙∙O
	659
	629
	0.11
	7.9·10-3
	-
	
	0.02
	0.03
	1
	<1·10-10

	NH∙∙∙N
	0
	
	
	
	
	
	
	
	
	

	O∙∙∙HO
	25
	355
	1
	1
	0.02
	
	-
	3.2·10-4
	0.41
	2.4·10-10

	O∙∙∙HN
	317
	716
	3.3·10-4
	2.5·10-4
	0.03
	
	3.2·10-4
	-
	1
	3.9·10-9

	N∙∙∙HO
	2
	1044
	1
	0.22
	1
	
	0.41
	1
	-
	1

	N∙∙∙HN
	298
	922
	<1·10-10
	2.6·10-9
	<1·10-10
	
	2.4·10-10
	3.9·10-9
	1
	-
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1

