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-- 0.862 % inhibition Absorbance of 

samples 

Control of 

ABTS 

 

3.6% 0.031 88.5% 0.059 Ascorbic-acid  

6.0% 0.052 85.7% 0.073 1  

21.6% 0.186 27.7% 0.370 2  

26.1% 0.225 24.0% 0.389 3  

15.9% 0.137 40.6% 0.304 4  

 

 

Table 15S 

The interactions of the H2BT ligand, its complexes and DRO ligand with 2w3l target 

Compound ∆Gbind 

(kcal/mol) 

Interaction(s) Distance 

(Å) From To Category Type 

H2BT 

ligand 

-4.08 6-ring PHE63 

H
y
d

ro
p
h
o
b

ic
 

Pi-Pi T-

shaped 

 

4.968 

6-ring MET74 

P
i-

A
lk

y
l 

5.44 

6-ring MET74 4.59 

6-ring ARG105 4.96 

6-ring ALA108 4.55 

Co2+ 

complex 

-4.11 NH ASP70 H-Bond Conventional 

H-Bond 

2.32 

6-ring VAL92 Hydrophobic 

P
i-

A
lk

y
l 

5.40 

LEU96 4.59 

ALA108 4.30 

Ni2+ 

complex 

-5.51 MET74 5-ring 
H

y
d

ro
p
h
o
b

ic
 

Pi-Sigma 3.62 

MET74 6-ring 3.45 

6-ring ALA108 Pi-Alkyl 4.33 

GLU73 6-ring Amide-Pi 
Stacked 

4.64 

Cu2+ 

complex 

-6.89 OH PHE71 H-Bond Pi-Donor H- 

Bond 

2.52 

MET74 6-ring Hydrophobic Pi-Sigma 3.73 

GLU73 6-ring Amide-Pi 

Stacked 

4.72 

6-ring ALA108 Pi-Alkyl 4.08 

-5.32 MET74 6-ring H y d
r o p h o b
i c Pi-Sigma 2.93 
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DRO 

ligand 

LEU96 5-ring 3.73 

6-ring PHE71 Pi-Pi T-

Shaped 

5.06 

6-ring MET74 

P
i-

A
lk

y
l 

5.16 

6-ring ALA108 5.01 

6-ring VAL92 5.11 

6-ring ARG105 5.43 

6-ring ALA108 3.95 

6-ring MET74 5.13 

 


