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Figure S1: (A) Structure of F0850-4777 (3-(2-methoxyphenyl)-4-oxo-4H-chromen-7-yl 4-methylbenzoate), 

(B) Acceptable range (pink color region) for pharmacokinetics properties of F0850-4777, (C) Description 

about BOILED-Egg image for F0850-4777 to predict gastrointestinal absorption (HIA) and brain penetration 

(BBB). 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 
Figure S2. RMSF of ligand (F0850-4777) inside the binding pocket of their respective protein targets 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Table S1: Molecular docking parameters for the interaction of target protein, acetylcholinesterase with 

F0850-4777 and their respective control ligands. 

Donor-Acceptor 

pair 

Distance 

(Å) 
Nature of Interaction 

Docking 

energy, 

kcal mol-1 

Binding 

affinity, 

M-1 

AChE-Tacrine complex 

LIG:HN - ARG289:O 

TYR121 - LIG 

TYR121 - LIG 

TRP279 - LIG 

TYR121 - LIG 

TRP279 - LIG 

2.2889 

5.6263 

4.1778 

4.4472 

3.8452 

4.6750 

Conventional Hydrogen Bond 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi T-shaped) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

-8.5 1.72 × 106 

AChE-F0850-4777 complex 

LIG:C - PHE330 

TRP84 - LIG 

TRP84 - LIG 

TYR121 - LIG 

TYR121 - LIG 

PHE330 - LIG 

PHE330 - LIG 

TYR334 - LIG 

TYR334 - LIG 

TYR121 - LIG:C 

TRP279 - N:LIG:C 

3.4976 

4.5801 

4.2239 

3.8900 

5.5085 

4.6986 

5.3491 

5.9813 

5.1634 

3.9472 

4.8095 

Hydrophobic (Pi-Sigma) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi T-shaped) 

Hydrophobic (Pi-Pi T-shaped) 

Hydrophobic (Pi-Pi T-shaped) 

Hydrophobic (Pi-Pi T-shaped) 

Hydrophobic (Pi-Pi T-shaped) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

-12.2 8.87 × 108 

 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Table S2: Molecular docking parameters for the interaction of target protein, butyrylcholinesterase with 

F0850-4777 and their respective control ligands. 

Donor-Acceptor 

pair 

Distance 

(Å) 
Nature of Interaction 

Docking 

energy, 

kcal mol-1 

Binding 

affinity, M-1 

BChE-Tacrine complex 

LIG:HN - HIS438:O 

TRP82 - LIG 

TRP82 - LIG 

TRP82 - LIG 

TRP82 - LIG 

HIS438 - LIG 

HIS438 - LIG 

ALA328 - LIG 

TRP82 - LIG 

TRP430 - LIG 

2.0571 

4.2341 

3.6040 

3.7794 

4.2088 

5.7005 

5.8765 

4.4453 

4.6204 

5.4972 

Conventional Hydrogen Bond 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Alkyl) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

-8.4 1.45 × 106 

BChE-F0850-4777 complex 

LIG:C - SER287:O 

PRO285:CA - LIG 

TRP82 - LIG 

TRP82 - LIG 

TYR332 - LIG 

TYR332 - LIG 

TRP82 - LIG:C 

TRP82 - LIG:C 

3.6398 

3.6622 

3.7792 

3.9212 

3.8850 

4.0772 

5.1275 

4.1632 

Carbon Hydrogen Bond 

Hydrophobic (Pi-Sigma) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

-10.7 7.04 × 107 

 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Table S3: Molecular docking parameters for the interaction of target protein, monoamine oxidase-A with 

F0850-4777 and their respective control ligands. 

Donor-Acceptor 

pair 

Distance 

(Å) 
Nature of Interaction 

Docking 

energy, 

kcal mol-1 

Binding 

affinity, M-1 

MAO-A-Harmine complex 

GLY67:CA - LIG:O 

LIG:C - GLY443:O 

TYR407 - LIG 

TYR407 - LIG 

TYR444 - LIG 

LIG - TYR407 

LIG - TYR444 

3.3663 

3.7816 

4.7765 

3.8339 

4.8632 

3.9958 

5.7755 

Carbon Hydrogen Bond 

Carbon Hydrogen Bond 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

-8.7 2.40 × 106 

MAO-A-F0850-4777 complex 

TYR407:HH - LIG:O 

LIG:C - TYR69:O 

CYS323:SG - LIG 

CYS406:SG - LIG 

TYR407 - LIG 

TYR407 - LIG 

TYR444 - LIG 

LIG:C - VAL210 

LIG:C - CYS323 

LIG:C - ILE335 

LIG:C - LEU337 

LIG - MET445 

LIG - ILE335 

LIG - LEU337 

2.2756 

3.4247 

5.9588 

5.4859 

3.8042 

3.9094 

5.8240 

5.0456 

4.2301 

5.2395 

4.4962 

5.4345 

4.2469 

5.2089 

Conventional Hydrogen Bond 

Carbon Hydrogen Bond 

Pi-Sulfur 

Pi-Sulfur 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl)  

-13.6 9.44 × 109 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Table S4: Molecular docking parameters for the interaction of target protein, monoamine oxidase-B with 

F0850-4777 and their respective control ligands. 

Donor-Acceptor pair 
Distance 

(Å) 
Nature of Interaction 

Docking 

energy, 

kcal mol-1 

Binding 

affinity, M-1 

MAO-B-Safinamide complex 

LIG:H - LEU171:O 

LIG:H - GLN206:OE1 

LEU171:CD2 - LIG 

LIG:C - TYR398 

CYS172:SG - LIG 

TYR326 - LIG 

LIG - ILE199 

LIG - ILE316 

3.0603 

2.7431 

3.7261 

3.9522 

5.0033 

5.3392 

4.6594 

4.8965 

Conventional Hydrogen Bond 

Conventional Hydrogen Bond 

Hydrophobic (Pi-Sigma) 

Hydrophobic (Pi-Sigma) 

Pi-Sulfur 

Hydrophobic (Pi-Pi T-shaped) 

Hydrophobic (Pi-Alkyl) 

Hydrophobic (Pi-Alkyl) 

-9.5 9.28 × 106 

MAO-B-F0850-4777 complex 

TYR435:HH - LIG:O 

LIG:C - TYR60:O 

LIG:C - GLY434:O 

LEU171:CD2 - LIG 

ILE199:CA - LIG 

CYS172:SG - LIG 

CYS397:SG - LIG 

MET436:SD - LIG 

TYR398 - LIG 

TYR398 - LIG 

TYR326 - LIG 

LIG:C - LEU171 

LIG:C - ILE199 

TYR326 - LIG:C 

2.8605 

3.2181 

3.3236 

3.5066 

3.9907 

5.1135 

5.9264 

5.8185 

3.8319 

3.8750 

5.0666 

5.0268 

4.1227 

4.6830 

Conventional Hydrogen Bond 

Carbon Hydrogen Bond 

Carbon Hydrogen Bond 

Hydrophobic (Pi-Sigma) 

Hydrophobic (Pi-Sigma) 

Pi-Sulfur 

Pi-Sulfur 

Pi-Sulfur 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi Stacked) 

Hydrophobic (Pi-Pi T-shaped) 

Hydrophobic (Alkyl) 

Hydrophobic (Alkyl) 

Hydrophobic (Pi-Alkyl) 

-12.5 1.47 × 109 

 

 

 


