Table. List of major interactions of all ligands in vvUDG
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Li gand At om Resi due  Atom Di stance (A)
GOL301 X 3 Asp68 B (@) 3. 37
GOL301 X a3 VWt 146 (@) 2.83
GOL301 X o1 N120 B ND2 3.21
GOL301 X o1 Wat 132 (@) 2.62
GOL301 X a1 N120 B oD 2.86
GOL301 X a1 F79 B N 2.91
&OL302 X o2 T12 B (@) 3.41
GOL302 X o2 T14 B N 3.14
GOL302 X o2 T14 B OGL 3.05
G0L302 X a1 T14 B N 3.33
GOL302 X a1 T14 B (@) 2.43
GOL302 X o1 F50 B (@) 2.82
GaL303 X o2 H181 B N 3. 47
G0L303 X a1 K160 B N 2.83
G&OL304 X o1 VWAt 111 (@) 3.54
Cl 201 X CL WAt 143 (@) 3.43
ad 201 X CL N120 A ND2 3. 26
c 201 X CL Y70 A N 3.47
a 201 X CL F79 A N 3.35
20/R

Li gand At om Resi due  Atom Di st ance (A)
SH202 X a1 WAt 144 (@) 2. 66
SH4202 X o2 WAt 145 (@) 3.22
SAHA202 X 3 WAt 37 (@) 2.83
SM4202 X A WAt 54 (@) 3. 06
| MD401 X N1 D68 A (@) 3.28
| MD402 X N3 H8 B (@) 2.63
| MD403 X N3 H8 A (@) 3.39
| MD403 X N1 N31 A (@) 3.85
| MD403 X N1 Wat 123 (@) 3.70
L6033 o2 Y218 A N 3.10
G&aL603 a3 F216 A (@) 3.02
GaL604 a1 | 135 A N 3.04
aL604 o1 S132 A (@) 2.44
aL604 o1 Al34 A N 2. 89
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