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2D molecular structures of the tested compounds and their IUPAC names 

Compound IUPAC names 

 

1-((5S,11S)-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-9-bromo-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-2,5-dimethyl-9-nitro-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-9-hydroxy-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-9-methoxy-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

(5R,11R)-3-acetyl-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridine-9-carbaldehyde 

 

1-((5R,11R)-8-hydroxy-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-9-bromo-8-hydroxy-2,5-dimethyl-11,12-dihydro-5H-

5,11-epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 
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Compound IUPAC names 

 

1-((5R,11R)-8-hydroxy-2,5-dimethyl-9-nitro-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-9-allyl-7-methoxy-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-7-bromo-9-methoxy-2,5-dimethyl-11,12-dihydro-5H-

5,11-epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-7,9-dibromo-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

(5R,11R)-3-acetyl-7-bromo-2,5-dimethyl-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridine-9-carbaldehyde 

 

1-((5R,11R)-7-bromo-2,5-dimethyl-9-nitro-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-9-methoxy-2,5-dimethyl-7-nitro-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

(5R,11R)-3-acetyl-2,5-dimethyl-7-nitro-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridine-9-carbaldehyde 
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Compound IUPAC names 

 

1-((5R,11R)-9-bromo-2,5-dimethyl-7-nitro-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-2,5-dimethyl-7,9-dinitro-11,12-dihydro-5H-5,11-

epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-7,9-dibromo-8-hydroxy-2,5-dimethyl-11,12-dihydro-5H-

5,11-epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((5R,11R)-7-bromo-8-hydroxy-2,5-dimethyl-9-nitro-11,12-dihydro-

5H-5,11-epoxybenzo[7,8]oxocino[4,3-b]pyridin-3-yl)ethan-1-one 

 

1-((8R,14R)-8,11-dimethyl-13,14-dihydro-8H-8,14-

epoxynaphtho[1',2':7,8]oxocino[4,3-b]pyridin-10-yl)ethan-1-one 
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3D optimized molecular structures of the tested compounds 
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HOMO and LUMO frontier molecular orbitals diagrams 
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Molecular electrostatic potential map (MEP) of 2a-u molecules 
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Protein 3V81 -Ligand 2u interactions 

Receptor surface: Aromatic Receptor surface: H-Bond 
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Protein 7AAP-Ligand 2u interactions 

Receptor surface: Aromatic Receptor surface: H-Bond 
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Protein 4GQS -Ligand 2r interactions 

Receptor surface: Aromatic Receptor surface: H-Bond 
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