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Supplementary Table S8 Details of targets and components for molecular docking

Target | PDBID Center coordinates Docking grid box size | Compounds Mol 1D | PabChem ID |Compounds Name|  Compound type
VEGFA I1bj! 24.8-25.-6.0 493465679 MOLDOSS30 318214 hydrosygenkwanin fhav sl
IL& lalu 0.5.-1989.7 542,58, 49 MOLDO9OOS2 21205 helenalin sesquiterpene Bxctone
TPS3 Sole 98.2. 79.9.-30.4 49.55.6.57 MOLOOOOSE S280343 Quereetin flavonosds
TNF Iinf 20,51.941 71.3.73.3.70.7 MOLOOD3SS 5251654 isorhamnctin flavonosds
ALB laot 31.2,30.922 833716896 MOL0003SS 222284 beta-saosterol phytosterols
IL1B lilb 389,-107.22.2 49.2,55.54.9 MOLOOD3S9 12303645 sitasterol phyfosteroh
MOL000422 5280863 kacmpferol tetrabydmxy flavone
MOLOOO443 $317208 enythraline ulkalond
MOLOOMA9 5280794 stigmasterol sieeol
MOLOO15SS 72307 sesanun frggnum
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Supplementary Table 89 Details of cach ligand-protein interaction molecular docking results

Interacting group Amino acid residue Distance Interaction type
Glu-116 29 Conventional Hydrogen Bond
INF- Stigmasterol Lys-98 Carbon Hydrogen Bond
Arg-103 Alkyl
Try-161,Phe-134 Carbon Hydrogen Bomd
A S Leu-115 Pi-sigma
Tyr-138 Pi-Pi T-shaped
Ali-126 Lys-137 Alky,Pi-Alky!
Glu-64 2. Conventional Hydrogen Bond
Ser43 2, Conventiomal Hydrogen Bond
ILIB- Scsamin Ser-5 23 Conventional Hydrogen Bond
Leu-6 Carbon Hydrogen Bond
S::,lr': i}'\)(s)nT—;r:::::ogT Van der Waals
His-115 31 Conventional Hydrogen Bond
Phe-113 3034 Conventional Hydrogen Bond
) Asp-268 3134 Conventional Hydrogen Bond
TP53- Hydroxygenkwanin
Ser-269 3132 Conventional Hydrogen Bond
Trp-146,Gly-112 Pi-sigma
Tyr-126 Pi-Donor Hydrogen Bond
Met-117 16 Conventional Hydrogen Bond
IL6- Stigmasterol Tyr-31 Pi-sigma
Arg-30,Lys-27,Val-121 Alky Pi-Alkyl
VEGFA- Stigmasterol Lo, Teow

Met-18.Phe-17,Tyr-25

Alky.Pi-Alkyl
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