Table 3: In silico identified potential inhibitors from medicinal plants against SARS-CoV-2 main protease.
	S. No.
	Medicinal Plants
	Phytoconstituents
	
Structure
	Docking Energy
	Reference

	1. 
	Aloe vera
	Feralolide
	[image: C:\Users\uday\Desktop\1.png]
	−7.9 Kcal/mol
	[57]

	2. 
	
	Aloesin
	[image: Aloesin - Axios Research]
	−7.7 Kcal/mol
	

	3. 
	Andrographispaniculata
	Andrographolide
	[image: Andrographolide - Wikipedia]
	−3.09 Kcal/mol
	[58]

	4. 
	Cephalotaxuswilsoniana
	Taiwanhomoflavone A
	[image: CAS No : 265120-00-1 | Chemical Name : Taiwanhomoflavone A | Pharmaffiliates]
	-9.6 Kcal/mol
	[59]

	5. 
	Lactucavirosa
	Lactucopirin
	[image: Lactucopicrin - Wikipedia]
	-8.2 Kcal/mol
	[60]

	6. 
	Broussonetiapapyrifera
	Papyriflavonol A
	[image: papyriflavonol A | C25H26O7 | ChemSpider]
	-7.9 Kcal/mol
	[61]

	7. 
	
	3′-(3-methylbut-2-enyl)-3′,4′,7-trihydroxyflavane
	[image: 3-(3-Methylbut-2-enyl)-3,4,7-trihydroxyflavane_small.png]
	-8.2 Kcal/mol
	

	8. 
	
	Broussoflavan A
	[image: Broussoflavan A_small.png]
	-7.8 Kcal/mol
	

	9. 
	
	Kazinol F
	[image: Kazinol F | CAS#104494-35-1 | skin brightening ingredient | MedKoo]
	-8.1 Kcal/mol
	

	10. 
	
	Kazinol J
	[image: 2D chemical structure image of Kazinol J]
	-8.0 Kcal/mol
	

	11. 
	Calendula officinals
	Rutin
	[image: Rutin]
	-8.8 Kcal/mol
	[62]

	12. 
	
	Isorhamnetin-3-O-β-D
	[image: Isorhamnetin-3-O-beta-D-Glucoside | CAS:5041-82-7 | Manufacturer ChemFaces]
	-8.7 Kcal/mol
	

	13. 
	
	Calendoflaside
	[image: Calenduloside E | Endogenous Metabolite | MedChemExpress]
	-8.5 Kcal/mol
	

	14. 
	Cinnamon Spp.
	Tenufolin
	[image: Tenuifolin | CAS:20183-47-5 | Manufacturer ChemFaces]
	−8.8 Kcal/mol
	[63]

	15. 
	Clerodendrum spp.
	Taraxerol
	[image: Taraxerol.svg]
	−8.4 Kcal/mol
	[64]

	16. 
	
	Friedelin
	[image: Friedelin - Wikipedia]
	−7.9 Kcal/mol
	

	17. 
	
	Stigmasterol
	[image: Stigmasterol - Wikipedia]
	−7.7 Kcal/mol
	

	18. 
	Strychnosusambarensis
	10-Hydroxyusambarensine
	[image: 10-Hydroxyusambarensine_small.png]
	−10.0 Kcal/mol
	[65]

	19. 
	
	Strychnopentamine
	[image: Strychnopentamine | C35H43N5O - PubChem]
	−8.2 Kcal/mol
	

	20. 
	
	Isostrychnopentamine
	

	−8.1 Kcal/mol
	

	21. 
	Cryptolepissanguinolenta
	Cryptoquindoline
	[image: File:Cryptoquindoline.png - Wikimedia Commons]
	−9.7 Kcal/mol
	[65]

	22. 
	
	Cryptospirolepine
	[image: Cryptospirolepine | C34H24N4O | ChemSpider]
	−9.2 Kcal/mol
	

	23. 
	
	Isocryptolepine
	[image: Isocryptolepine | C16H12N2 | ChemSpider]
	−8.5 Kcal/mol
	

	24. 
	Tecleatrichocarpa
	Normelicopicine
	[image: Normelicopicine Formula - C17H17NO5 - Over 100 million chemical compounds |  Mol-Instincts]
	−8.1 Kcal/mol
	[65]

	25. 
	
	5’-0-O-Demethyl-dioncophylline A
	[image: Dioncophylline A | C24H27NO3 - PubChem]
	−8.0 Kcal/mol
	

	26. 
	Curcuma longa
	(1E,6E)-1,2,6,7-tetrahydroxy-1,7-bis(4-hydroxy-3-methoxyphenyl)hepta-1,6-diene-3,5-dione)
	[image: Tetrahydroxycurcumin | C21H20O10 - PubChem]
	−9.08 Kcal/mol
	[66]

	27. 
	
	(4Z,6E)‐1,5‐dihydroxy‐1,7‐bis(4‐hydroxyphenyl)hepta‐4,6‐dien‐3‐one
	

	−8.07 Kcal/mol
	

	28. 
	Mauritiaflexuosa
	13-cis-β-carotene
	

	−10.23 Kcal/mol
	[67]

	29. 
	
	α-carotene
	

	−8.34 Kcal/mol
	

	30. 
	Ocimum sanctum
	Vicenin
	[image: Vicenin -2 | CAS:23666-13-9 | Manufacturer ChemFaces]
	−8.97 Kcal/mol
	[55]

	31. 
	
	Isorientin 4′-O-glucoside 2″-O-p-hydroxybenzoagte
	[image: AIM Substance - Isorientin 4′-O-glucoside 2″-O-p-hydroxybenzoagte]
	−8.55 Kcal/mol
	

	32. 
	
	Ursolic acid
	[image: Ursolic acid - Wikipedia]
	−8.52 Kcal/mol
	

	33. 
	Tinosporacordifolia
	Tinocordiside
	[image: Tinocordiside | C21H32O7 | ChemSpider]
	−8.10 Kcal/mol
	[55]

	34. 
	Withaniasomnifera
	Withanoside II
	[image: Withanoside II | C40H62O16 - PubChem]
	−11.30 Kcal/mol
	[54]

	35. 
	
	Withanoside IV
	[image: Withanoside iv 5G-80632 | CymitQuimica]
	−11.02 Kcal/mol
	

	36. 
	
	Withanoside V
	[image: Withanoside V | Withanolide Glycoside | MedChemExpress]
	−8.96 Kcal/mol
	

	37. 
	
	Sitoindoside IX
	[image: sitoindoside IX | C34H48O11 | ChemSpider]
	−8.37 Kcal/mol
	

	38. 
	Uncariatomentosa
	Speciophylline
	[image: Speciophylline | Chemical Substance Information | J-GLOBAL]
	−8.1 Kcal/mol
	[39]

	39. 
	
	Cadambine
	[image: Cadambine | C27H32N2O10 | ChemSpider]
	−8.6 Kcal/mol
	

	40. 
	
	Proanthocyanidin B2
	[image: Chemical structure of procyanidin B2]
	−9.2 Kcal/mol
	

	41. 
	Allium sativum
	Alliin
	[image: Alliin - Wikipedia]
	−12.61 Kcal/mol
	[68]

	42. 
	Justiciaadhatoda
	Anisotine
	[image: Anisotine | Chemical Substance Information | J-GLOBAL]
	−7.9 Kcal/mol
	[69]
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