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1. SWISSADME profiling of the synthesized candidates 

Cpds Smiles 

2 N=C1C(C2C3=CC(OC)=C(OC)C=C3)=C(N=CN1)OC4=C2C5=C(C=C4)C=CC=C5  

3 OC1=C(C#N)C(C2=CC(OC)=C(OC)C=C2)C3=C(O1)C=CC4=C3C=CC=C4  

4 CCO/C=N/C1=C(C#N)C(C2=CC(OC)=C(OC)C=C2)C3=C(O1)C=CC4=C3C=CC=C4  

5 N=C1C(C2C3=CC(OC)=C(OC)C=C3)=C(N=CN1N)OC4=C2C5=C(C=C4)C=CC=C5  

6 N=C1C(C2C3=CC(OC)=C(OC)C=C3)=C(N=CN1NS(C4=CC=C(C)C=C4)(=O)=O)O

C5=C2C6=C(C=C5)C=CC=C6  

7 N=C1C(C2C3=CC(OC)=C(OC)C=C3)=C(N=CN1C4=C(C)N(C)N(C5=CC=CC=C5)C

4=O)OC6=C2C7=C(C=C6)C=CC=C7  

8 COC1=C(OC)C=CC(C2C(C3=NC4=O)=C(N=CN3N4)OC5=C2C6=C(C=C5)C=CC=

C6)=C1  

9 COC(C=C1)=C(OC)C=C1C2C(C3=NC(CC#N)=NN3C=N4)=C4OC5=C2C6=C(C=C

5)C=CC=C6  

10 COC(C=C1)=C(OC)C=C1C2C(C3=NC(/C(C#N)=C/C4=CC(OC)=C(OC)C=C4)=NN3

C=N5)=C5OC6=C2C7=C(C=C6)C=CC=C7  
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Detailed 2Dand 3D interaction diagrams of the synthesized compounds derivatives 

docked to EGFR tyrosine kinase (PDB ID: 4HJO). Comparisons include binding 

interactions of each derivative alongside the reference inhibitor doxorubicin and the 

co-crystallized ligand (AQ4). Notably, many of the derivatives exhibit interaction 

profiles that closely resemble those of the co-crystallized ligand, supporting the 

reliability and accuracy of the docking protocol. The diagrams highlight hydrogen 

bonding, π-interactions, ionic contacts, and other key molecular interactions within 

the active site environments.  
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Gefitinib reference 

  



Co-Crystallized ligand 

 
 

 


