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Compound 7 (basic form) 

 

1H-NMR for 7 (DMSO-d6) δ [ppm]: 1.63 (qu, J=6.67 Hz, 2H, CH2-CH2-CH2), 2.09 (s, 3H, CH3), 2.22-2.26 

(t def., 10H, Pp, Pp-CH2), 3.52 (t, J=6.67 Hz, 2H, N3-CH2), 6.32(s, 1H, CH=C), 7.36 (d, J=8.72Hz, 2H, Ar-

3,5-H), 7.80 (br. s, 2H, NH2), 8.05 (d, J=8.72 Hz, 2H, Ar-2,6-H). 



3 
 

Compound 7 (HCl form) 
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Compound 8 (basic form) 

 

1H-NMR for 8 (DMSO-d6) δ [ppm]: 1.63 (t, J=6.67 Hz, 2H, CH2-CH2-CH2), 2.10 (s, 3H, N-CH3), 2.21-2.40 

(m, 8H, Pp, Pp-CH2),  3.50 (t, J=6.70 Hz, 2H, N3-CH2), 3.76 (s, 3H, OCH3), 6.33 (s, 1H, CH=C), 6.89 (d, 

J=8.98, 2H, Ar-3,5-H), 7.55 (s, 2H, NH2), 7.98 (d, J=8.72 Hz, 2H, Ar-2,6-H). 
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Compound 8 (HCl form) 
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Compound 9
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Compound 10 
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Compound 11
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Compound 12 
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Compound 13 
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Compound 14 
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Compound 15 
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Compound 16 
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Compound 17 
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Compound 21 
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Compound 23 
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Compound 31 
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Compound 33 
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Compound 34 
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Compound 37
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13 C NMRs of selected compounds 

Compound 12
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Compound 13 
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Compound 14 
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Compound 15 
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Compound 16 
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Compound 17 
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Studies in silico 

Ligand interaction diagrams for poses obtained in docking; grid centering at S240. 

 

Compound 7 

 

Compound 8 Compound 9 

Compound 6 
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Compound 10 Compound 11 

Compound 12 Compound 13 
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Compound 14 Compound 15 

Compound 16 Compound 17 
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Ligand interaction diagrams for poses obtained in docking; grid centering at S403. 

  

Compound 6 Compound 7 

Compound 8 
Compound 9 
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Compound 10 Compound 11 

Compound 12 Compound 13 
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Compound 14 
Compound 15 

Compound 16 Compound 17 
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Simulation interaction diagrams from molecular dynamic simulations; grid centering at S240. 

 

  

Compound 8 Compound 9 

Compound 6 Compound 7 
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Compound 10 Compound 11 

Compound 12 Compound 13 
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Compound 14 
Compound 15 

Compound 16 Compound 17 



36 
 

 

Simulation interaction diagrams from molecular dynamic simulations; grid centering at S403.  

Compound 7 

Compound 9 

Compound 6 

Compound 8 diffused away from the protein 

during simulation. 
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Compound 10 

Compound 12 Compound 13 

Compound 11 diffused away from the protein  

during simulation. 
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Compound 14 Compound 15 

Compound 16 Compound 17 


