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Figure S1. The established interactions of the most stable conformations of protein-ligand complex
structures of: A — indomethacin (IND), B — p-coumaric acid (p-CA), and C — ferulic acid (FA) and COX-
1.



. ;: A\ TRP387

TYR385
]
é’ﬁb‘\
3% SER
P:353
N Interactions
1 - Conventional Hydrogen Bond - Pi-Pi T-shaped
] CarbonHydrogen Bond [ ikl
B TRP387
P33
TYR385 . 0
&
T
-5/
EU384 e DN
; PR/ Y
I\ MET522 e
- Conventional Hydrogen Bond - Pi-Pi T-chaped
:] Sulfur-x :l Pi-Alkyl
MET
P:522
TRP
il P87
P:384 ’
Gl
G

TYR ALA

P:348 P:527
Interactions
[ vender Waals B Fiistaded
- Conventional Hydrogen Bond - AmidePi Stacked
[ ] Carbon Hydrogen Band [] Ak
- Pi-sigma :' Pi-Alky

Figure S2. The established interactions of the most stable conformations of protein-ligand complex
structures of: A — chlorogenic acid (CA), B - p-hydroxybenzoic acid (p-HBA), and C - synapic acid (SYN)
and COX-1.
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Figure S3. The established interactions of the most stable conformations of protein-ligand complex
structures of: A — chrysoeriol (CHR), B — naringin (NAR), and C - rutin (RU) and COX-1.
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Figure S4. The established interactions of the most stable conformations of protein-ligand complex
structures of: A — NS398, B — p-coumaric acid (p-CA), and C — ferulic acid (FA) and COX-2.
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Figure S5. The established interactions of the most stable conformations of protein-ligand complex
structures of: A — chlorogenic acid (CA), B - p-hydroxybenzoic acid (p-HBA), and C - synapic acid (SYN)

and COX-2.
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Figure S6. The established interactions of the most stable conformations of protein-ligand complex
structures of: A — chrysoeriol (CHR), B — naringin (NAR), and C - rutin (RU) and COX-2.



