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Key
Ligand bond

Non-ligand bond

3.0 Hydrogen bond and its length

His 53 Non-ligand residues involved in hydrophobic
contact(s)

Corresponding atoms involved in hydrophobic contact(s)

2.67

2.62

2.44

3.26

2.77

2.96

3.59

3.37

2.73 2.95

3.65

3.47

3.06

2.81

2.94

2.63

2.84

2.69

3.44

2.97

3.13

2.80

2.94

3.012.962.94

3.46

2.66

2.83

2.87

3.15

2.99

2.90

AP  

AO1 

AO2 

AO5*
 O3 

AC5*

AC4*

AO4*
AC3*

AC1*

AO3*

AC2*

AO2*

AP2*

AN9 

AC8 

AC4 

AN7 

AC5 

AC6 AN6 

AN1 
AC2 

AN3 

NP  

NO1 

NO2 

NO5*NC5*

NC4*

NO4*

NC3*

NC1*

NO3*

NC2*

NO2*

NN1 

NC2 

NC6 

NC3 

NC7 

NC4 

NO7 

NN7 

NC5 

AOP1

AOP2

AOP3

 C1 

 O11

 O12

 C2 

 N2 

 C3 

 C4 
 C5 

 C6 

 C8 
 C7 

 O71

 O72

 N  

 CA 
 C  

 CB 

 O  

 CG 

 CD 

 NE 

 CZ 
 NH1

 NH2

 N  

 CA 
 C  

 CB 

 O  

 CG 

 CD 

 NE 

 CZ 

 NH1

 NH2

 N  
 CA 

 C  

 CB 

 O  

 CG 

 OD1

 ND2

 N  

 CA 

 C  

 CB 

 O  

 OG 

 N  

 CA  C  

 CB 

 O  

 CG 

 CD1

 CD2

 NE1

 CE2

 CE3

 CZ2

 CZ3

 CH2

 N  

 CA 

 C  

 CB 

 O  

 CG 

 CD 

 OE1

 NE2

 N  

 CA 

 C  

 CB 

 O  

 OG1 CG2

 N  

 CA 

 C  

 CB 

 O  

 OG 

 N  

 CA 

 C  

 CB 

 O  

 CG 
 OD1

 OD2

 N  

 CA 

 C  

 O  

 N  

 CA 

 C  

 CB 

 O  

 CG 

 CD1

 CD2

 CE1

 CE2

 CZ 

 OH 

 N  

 CA 

 C  

 CB 
 O  

 OG1

 CG2

 N  

 CA 

 C  

 CB 

 O  

 CG 

 CD 

 NE 

 CZ 

 NH1

 NH2

 N  

 CA 

 C  

 CB 

 O  

 CG 

 CD 

 NE 

 CZ 

 NH1

 NH2

 N   CA 

 C  

 CB 

 O  

 CG 

 ND1

 CD2

 CE1

 NE2

 N  

 CA 

 C  

 CB 

 O  

 CG 

 ND1

 CD2

 CE1

 NE2

 N  

 CA 

 C  
 CB 

 O  

 CG 

 CD1
 CD2

 N  

 CA 

 C  

 CB 

 O  

 CG 

 OD1
 OD2

 N  

 CA 

 C  

 CB 

 O  

 CG 

 OD1

 OD2

 N   CA 

 C  

 CB 

 O  

 CG 
 OD1

 ND2

 N  

 CA 

 C  

 CB 

 O  

 OG1

 CG2

 N   CA 

 CD 

 C  

 CB 

 O  

 CG 

 N   CA 

 C  

 CB 

 O  

 SG 

 N  

 CA 

 C  

 CB 

 O  

 OG 

Trp 644(A)

Thr 774(A)

Gly 512(A)

Ndp 2

2NP 1

Arg 537(A)

Arg 536(A)

Asn 513(A)

Ser 568(A)

Trp 619(A)

Gln 650(A)

Thr 669(A)

Ser 535(A)

Asp 590(A)

Gly 651(A)

Tyr 511(A)

Thr 588(A)

Arg 657(A)

Arg 695(A)

His 652(A)

His 744(A)

Leu 514(A)

Asp 620(A)

Asp 654(A)

Asn 770(A)

Thr 617(A)

Pro 621(A)

Cys 565(A)

Ser 649(A)


