Supplementary File
Table S1 The interaction parameters exhibited by the zinc-bound natural compounds

	ID
	Ligand
	Receptor
	Residue
	Chain
	Type
	Score (%)
	Distance

	


CNP0051564
	O 7021
O 7020
Zn 6992
Zn 6992
Zn 6992
O 7020
	NE 4022
N 1579
SG 684
NE 1533
SG 1574
ZN 6992
	Gln    30
Gly    102
Cys    39
His    98
Cys    101
Zn     301
	5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-acc
H-acc
ionic
ionic
ionic
ionic
	61.0%
54.6%
67.6%
78.6%
71.4%
100.0%
	2.28
2.61
2.29
2.06
2.31
2.11

	




CNP0161908
	O 7034
H 6996
O 7034
O 6995
O 7005
Zn 6992
Zn 6992
Zn 6992
O 6995
	ND 4037
OD 707
ND 4037
N 1579
NZ 1621
SG 684
NE 1533
SG 1574
ZN 6992
	His    31
Asp    41
His    31
Gly    102
Lys    105
Cys    39
His    98
Cys    101
Zn     301
	5swc 2
5swc 1
5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-don
H-don
H-acc
H-acc
H-acc
ionic
ionic
ionic
ionic
	34.9%
75.2%
34.9%
11.0%
52.9%
67.6%
78.6%
71.4%
100.0%
	2.68
1.19
2.68
2.86
2.75
2.29
2.06
2.31
2.60

	



CNP0175301
	O 7009
O 7008
  O 6993
  O 7015
Zn 6992
Zn 6992
Zn 6992
O 7008
	NE 4022
N 1579
NZ 1621
NZ 1621
SG 684
NE 1533
SG 1574
ZN 6992
	GLN  30
Gly    102
Lys    105
Lys    105
Cys    39
His    98
Cys    101
Zn     301
	5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-acc
H-acc
H-acc
H-acc
ionic
ionic
ionic
ionic
	60.0%
56.8%
19.6%
45.9%
67.6%
78.6%
71.4%
100.0%
	2.27
2.61
2.69
2.59
2.29
2.06
2.31
2.11

	



CNP0229928
	H 6996
O 7016
O 7029
Zn 6992
Zn 6992
Zn 6992
O 6995
	OD 707
OH 4798
NZ 1688
SG 684
NE 1533
SG 1574
ZN 699
	Asp    41
Tyr    83
Lys    109
Cys    39
His    98
Cys    101
Zn     301
	5swc 1
5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-don
H-acc
H-acc
ionic
ionic
ionic
ionic
	82.7%
54.5%
98.5%
67.6%
78.6%
71.4%
100.0%
	1.19
2.73
2.39
2.29
2.06
2.31
2.27

	



CNP0246073
	O 7005
O 7004
O 6993
O 7022
Zn 6992
Zn 6992
Zn 6992
O 7004
	NE 4022
N 1579
NZ 1621
NZ 1688
SG 684
NE 1533
SG 1574
ZN 6992
	Gln    30
Gly    102
Lys    105
Lys    109
Cys    39
His    98
Cys    101
Zn     301
	5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-acc
H-acc
H-acc
H-acc
ionic
ionic
ionic
ionic
	66.2%
50.8%
20.9%
89.9%
67.6%
78.6%
71.4%
100.0%
	2.69
2.72
3.09
2.52
2.29
2.06
2.31
1.99

	




CNP0248071
	H 7012
O 6993
O 7015
O 7014
N 6999
Zn 6992
Zn 6992
Zn 6992
O 7014
	OD 707
N 4014
NE 4022
N 1579
NZ 1621
SG 684
NE 1533
SG 1574
ZN 6992
	Asp    41
Gln    30
Gln    30
Gly    102
Lys    105
Cys    39
His    98
Cys    101
Zn     301
	5swc 1
5swc 2
5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-don
H-acc
H-acc
H-acc
H-acc
ionic
ionic
ionic
ionic
	40.8%
72.3%
58.7%
27.5%
70.7%
67.6%
78.6%
71.4%
100.0%
	1.71
2.57
2.25
2.88
2.53
2.29
2.06
2.31
1.86

	



CNP0268333
	H 6998
H 7006
O 6995
O 7012
Zn 6992
Zn 6992
Zn 6992
O 7012
	O 4017
O 1555
OH 4798
N 1579
SG 684
NE 1533
SG 1574
ZN 6992
	Gln    30
His    100
Tyr    83
Gly    102
Cys    39
His    98
Cys    101
Zn     301
	5swc 2
5swc 1
5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-don
H-don
H-acc
H-acc
ionic
ionic
ionic
ionic
	26.7%
31.3%
12.8%
55.6%
67.6%
78.6%
71.4%
100.0%
	2.24
1.50
3.10
2.51
2.29
2.06
2.31
2.45

	



CNP0410679
	H 7034
O 7043
O 7032
  O 6993
Zn 6992
Zn 6992
Zn 6992
N 7044
	OH 4798
NE 4022
NH 733
NZ 1621
SG 684
NE 1533
SG 1574
ZN 6992
	Tyr    83
Gln    30
Arg    43
Lys    105
Cys    39
His    98
Cys    101
Zn     301
	5swc 2
5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-don
H-acc
H-acc
H-acc
ionic
ionic
ionic
ionic
	48.5%
13.9%
10.8%
74.4%
67.6%
78.6%
71.4%
100.0%
	1.75
3.15
2.93
2.32
2.29
2.06
2.31
2.11

	



CNP0411903
	H 7012
O 7035
O 7036
O 6993
Zn 6992
Zn 6992
Zn 6992
O 7036
	O 4856
NE 4022
N 1579
NZ 1621
SG 684
NE 1533
SG 1574
ZN 6992
	Ala    87
Gln    30
Gly    102
Lys    105
Cys    39
His    98
Cys    101
Zn     301
	5swc 2
5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-don
H-acc
H-acc
H-acc
ionic
ionic
ionic
ionic
	50.7%
39.7%
43.7%
15.4%
67.6%
78.6%
71.4%
100.0%
	1.57
2.94
2.71
2.69
2.29
2.06
2.31
1.96

	



CNP0462016
	H 7012
O 7009
O 7008
O 6993
Zn 6992
Zn 6992
Zn 6992
N 7010
	OD 707
NE 4022
N 1579
NZ 1621
SG 684
NE 1533
SG 1574
ZN 6992
	Asp    41
Gln    30
Gly    102
Lys    105
Cys    39
His    98
Cys    101
Zn     301
	5swc 1
5swc 2
5swc 1
5swc 1
5swc 1
5swc 1
5swc 1
5swc 3
	H-don
H-acc
H-acc
H-acc
ionic
ionic
ionic
ionic
	90.9%
61.1%
21.4%
32.5%
67.6%
78.6%
71.4%
100.0%
	1.29
2.24
2.70
2.41
2.29
2.06
2.31
2.24

	



Ethoxzolamide
	O 7014
O 7015
O 7000
Zn 6992
Zn 6992
Zn 6992
O 7015
	NE 4022
N 1579
NZ 1621
SG 684
NE 1533
SG 1574
ZN 6992
	GLN  30
GLY  102
LYS  105
CYS  39
HIS  98
CYS  101
ZN  301
	5SWC 2
5SWC 1
5SWC 1
5SWC 1
5SWC 1
5SWC 1
5SWC 3
	H-acc
H-acc
H-acc
ionic
ionic
ionic
ionic
	70.5%
40.8%
72.9%
67.6%
78.6%
71.4%
100.0%
	2.50
2.82
2.52
2.29
2.06
2.31
2.02




