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Figure S1. Binding interaction of1,3-Phenylene, bis(3-phenylpropenoate) compound with antioxidant 
target protein (3EUB) based on the binding energy generated by PyRx program.A: (a) close-up view of 
ligand binding on 3EUB (binding site of native ligand and docked ligand were indicated by red and black 
circle respectively); (b) 3D diagram of ligand-protein binding pose; (c) 2D interaction of ligand-protein 

  



 

 

 
(a) 

  
(b) (c) 

Figure S2. Binding interaction of N-[.beta.-Hydroxy-.beta.-[4-[1-adamantyl-6,8-dichloro]quinolyl]ethyl] 

piperidine compound with antibacterial target protein (3VSL) based on the binding energy generated by 

PyRx program: (a) a close-up view of ligand binding on 3VSL (binding site of native ligand and docked 

ligand were indicated by red and black circle respectively); (b) 3D diagram of ligand-protein binding 

pose; (c) 2D interaction of ligand-protein 
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Figure S3. Binding interaction of N-[.beta.-Hydroxy-.beta.-[4-[1-adamantyl-6,8-di-

chloro]quinolyl]ethyl] 

piperidine compound with antiplasmodial target protein (3QS1) based on the binding energy gen-

erated by PyRx program: (a) a close-up view of ligand binding on 3QS1 (binding site of native ligand 

and docked ligand were indicated by red and black circle respectively); (b) 3D diagram of ligand-

protein binding pose; (c) 2D interaction of ligand-protein 
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Figure S4. Binding interaction of1,3-Phenylene, bis(3-phenylpropenoate) compound with antiplas-

modial target protein (3QS1) based on the binding energy generated by PyRx program: (a) a close-

up view of ligand binding on 3QS1 (binding site of native ligand and docked ligand were indicated 

by red and black circle respectively); (b) 3D diagram of ligand-protein binding pose; (c) 2D interac-

tion of ligand-protein 
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Figure S5. Binding interaction of N-[.beta.-Hydroxy-.beta.-[4-[1-adamantyl-6,8-di-

chloro]quinolyl]ethyl] 

piperidine compound with anticancer target protein (3GD4) based on the binding energy generated 

by PyRx program: (a) a close-up view of ligand binding on 3GD4 (binding site of native ligand and 

docked ligand were indicated by red and black circle respectively); (b) 3D diagram of ligand-protein 

binding pose; (c) 2D interaction of ligand-protein 
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Figure S6. Binding interaction of 1,3-Phenylene, bis(3-phenylpropenoate) compound with anti-

cancer target protein (3GD4) based on the binding energy generated by PyRx program: (a) a close-

up view of ligand binding on 3GD4 (binding site of native ligand and docked ligand were indicated 

by red and black circle respectively); (b) 3D diagram of ligand-protein binding pose; (c). 2D interac-

tion of ligand-protein 
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Figure S7. 2D interaction of Antioxidant protein target (3EUB) and ligands: (a) FLAVIN ADENINE 

DINUCLEOTIDE (native ligand); (b) N-[.beta.-Hydroxy-.beta.-[4-[1-adamantyl-6,8-di-

chloro]quinolyl]ethyl]piperidine; (c) 1,3-Phenylene, bis(3-phenylpropenoate) 
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Figure S8. 2D interaction of Antibacterial protein target (3VSL) and ligands: (a) CEFOTAXIME (na-

tive  ligand) (b) N-[.beta.-Hydroxy-.beta.-[4-[1-adamantyl-6,8-dichloro]quinolyl]ethyl]piperidine; 

(c) 1,3-Phenylene, bis(3-phenylpropenoate) 
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Figure S9. 2D interaction of Antioxidant protein target (3EUB) and ligands: (a) PHOSPHONIC 

ACIDMONO-(2-AMINO-5,6-DIMERCAPTO-4-OXO-3,7,8A,9,10,10A-HEXAHYDRO-4H-8-OXA-

1,3,9,10-TETRAAZA-ANTHRACEN-7-YLMETHYL)ESTER (native ligand); (b) N-[.beta.-Hy-

droxy-.beta.-[4-[1-adamantyl-6,8-dichloro]quinolyl]ethyl]piperidine; (c) 1,3-Phenylene, bis(3-phe-

nylpropenoate) 
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Figure S10. 2D interaction of Antiplasmodial protein target (3QS1) and ligands: (a) (4R)-3-[(2S,3S)-

3-{[(2,6-dimethylphenoxy)acetyl]amino}-2-hydroxy-4-phenylbutanoyl]-N-[(1S,2R)-2-hydroxy-2,3-

dihydro-1H-inden-1-yl]-5,5-dimethyl-1,3-thiazolidine-4-carboxamide (native ligand); (b) N-[.beta.-

Hydroxy-.beta.-[4-[1-adamantyl-6,8-dichloro]quinolyl]ethyl]piperidine; (c) 1,3-Phenylene, bis(3-

phenylpropenoate) 
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Figure S11. 2D interaction of Anticancer protein target (3GD4) and ligands; (a) FLAVIN ADENINE 

DINUCLEOTIDE (native ligand); (b) N-[.beta.-Hydroxy-.beta.-[4-[1-adamantyl-6,8-di-

chloro]quinolyl]ethyl]piperidine; (c) 1,3-Phenylene, bis(3-phenylpropenoate) 
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Figure S12. 2D interaction of Anticancer protein target (3GD4) and ligands: (a) NICOTINAMIDE-

ADENINE-DINUCLEOTIDE (native ligand); (b) N-[.beta.-Hydroxy-.beta.-[4-[1-adamantyl-6,8-di-

chloro]quinolyl]ethyl]piperidine; (c) 1,3-Phenylene, bis(3-phenylpropenoate) 
 


