TABLE 1

	PDB ID
	MW
	HA
	RB
	HB
	HB/HA
	BF

	13gs
	398.4
	28
	7
	2
	0.07
	0.73

	1a42
	383.5
	23
	7
	6
	0.26
	0.79

	1a4k
	429.4
	31
	6
	1
	0.03
	0.65

	1a8t
	452.5
	34
	7
	2
	0.06
	0.76

	1aoe
	269.4
	20
	3
	4
	0.2
	0.9

	1atl
	325.4
	22
	8
	3
	0.14
	0.75

	1azm
	222.2
	13
	2
	3
	0.23
	0.88

	1bnw
	338.4
	19
	5
	4
	0.21
	0.74

	1bqo
	513.6
	34
	7
	5
	0.15
	0.73

	1br6
	312.3
	23
	4
	4
	0.17
	0.79

	1cet
	319.9
	22
	8
	1
	0.05
	0.56

	1cim
	296.4
	17
	1
	6
	0.35
	0.82

	1d4p
	360.5
	27
	4
	3
	0.11
	0.86

	1dib
	471.4
	34
	7
	4
	0.12
	0.86

	1efy
	267.3
	20
	3
	2
	0.1
	0.84

	1ela
	456.5
	32
	10
	4
	0.13
	0.69

	1etr
	508.6
	35
	9
	7
	0.2
	0.84

	1ett
	428.5
	30
	7
	4
	0.13
	0.84

	1eve
	379.5
	28
	6
	0
	0
	0.84

	1exa
	399.4
	29
	4
	4
	0.14
	1

	1ezq
	458.6
	34
	10
	6
	0.18
	0.78

	1f0r
	453.5
	31
	5
	2
	0.06
	0.76

	1f0t
	445.5
	30
	6
	5
	0.17
	0.71

	1f4e
	269.3
	18
	3
	2
	0.11
	0.81

	1f4f
	428.4
	29
	9
	1
	0.03
	0.79

	1f4g
	499.5
	34
	12
	5
	0.15
	0.82

	1fcx
	388.5
	29
	3
	2
	0.07
	1

	1fcz
	362.4
	27
	5
	2
	0.07
	1

	1fjs
	524.5
	38
	9
	4
	0.11
	0.74

	1fkg
	449.6
	33
	10
	2
	0.06
	0.66

	1fm6
	357.4
	25
	7
	3
	0.12
	0.94

	1fm9
	546.6
	41
	12
	4
	0.1
	0.95

	1frb
	419.4
	29
	5
	3
	0.1
	0.94

	1g4o
	290.3
	20
	4
	4
	0.2
	0.68

	1gwx
	581.9
	38
	11
	3
	0.08
	0.96

	1h1p
	247.3
	18
	3
	3
	0.17
	0.91

	1h1s
	402.5
	28
	6
	5
	0.18
	0.85

	1h9u
	363.5
	27
	3
	3
	0.11
	0.99

	1hdq
	224.2
	16
	4
	5
	0.31
	0.89

	1hfc
	349.4
	25
	9
	8
	0.32
	0.7

	1i8z
	471.6
	30
	5
	5
	0.17
	0.73

	1if7
	371.4
	26
	6
	4
	0.15
	0.67

	1ly7
	244.3
	16
	5
	8
	50
	0.96

	1jsv
	265.3
	18
	3
	4
	0.22
	0.83

	1k1j
	522.6
	37
	9
	3
	0.08
	0.69

	1k22
	429.5
	31
	9
	7
	0.23
	0.84


	1kv1
	306.8
	21
	3
	3
	0.14
	0.93

	1kv2
	527.7
	39
	8
	3
	0.08
	0.93

	1m48
	446.5
	33
	8
	3
	0.09
	0.6

	1mmb
	477.6
	32
	12
	8
	0.25
	0.69

	1mnc
	349.4
	25
	9
	8
	0.32
	0.72

	1mq5
	537.9
	34
	6
	1
	0.03
	0.78

	1nhu
	496.3
	33
	8
	2
	0.06
	0.65

	1nhv
	550.4
	37
	8
	2
	0.05
	0.55

	1o86
	405.5
	29
	12
	8
	0.28
	0.77

	1qbu
	596.7
	43
	10
	6
	0.14
	0.86

	1qpe
	301.8
	21
	2
	3
	0.14
	0.87

	1syn
	500.5
	37
	8
	2
	0.05
	0.85

	1thl
	476.6
	35
	11
	7
	0.2
	0.65

	1uvs
	465.6
	32
	10
	2
	0.06
	0.8

	1uvt
	383.5
	27
	8
	2
	0.07
	0.86

	1ydt
	446.4
	27
	9
	2
	0.07
	0.93

	2cgr
	384.4
	29
	7
	4
	0.14
	0.8

	2csn
	285.7
	18
	4
	0
	0
	0.85

	2pcp
	243.4
	18
	2
	1
	0.06
	0.95

	2qwi
	341.4
	24
	6
	10
	0.42
	0.91

	3cpa
	238.2
	17
	5
	7
	0.41
	0.96

	3erk
	338.4
	25
	3
	3
	0.12
	0.81

	3ert
	387.5
	29
	9
	2
	0.07
	0.87

	3tmn
	303.4
	22
	6
	7
	0.32
	0.7

	5tln
	323.3
	23
	8
	7
	0.3
	0.76

	7dfr
	441.4
	32
	9
	6
	0.19
	0.81

	7est
	441.4
	30
	9
	3
	0.1
	0.69

	830c
	425.9
	28
	6
	5
	0.18
	0.81

	966c
	391.4
	27
	6
	5
	0.19
	80


MW:-Molecular weight of the ligand ; HA:-Number of Heavy atoms of the ligand ;   RB:-Number of rotors of the ligand(amide bonds not counted as rotors) ; HB:-Number of Hydrogen bonds between protein and ligand in the complex(metal coordination included) ; HB/HA:-Degree of Hydrogen bonding ; BF:- Fraction of  the solvent-accessible surface area of the ligand that is buried upon binding .

