Table S3: Binding affinities of 108 docked phytochemicals
	S.No.
	Phytochemicals
	Binding affinity (kcal/mol)

	1. 
	SilybinC
	-10.0

	2. 
	Isopomiferin
	-9.9

	3. 
	Lycopene
	-9.8

	4. 
	SilydianinB
	-9.8

	5. 
	Silydianin
	-9.7

	6. 
	Anthraxin
	-9.5

	7. 
	Derrisin
	-9.5

	8. 
	Osajin
	-9.5

	9. 
	SigmoidinA
	-9.4

	10. 
	SigmoidinC
	-9.4

	11. 
	EuchrenoneB
	-9.3

	12. 
	SilybinD
	-9.3

	13. 
	Cannflavin
	-9.2

	14. 
	IsosilybinA
	-9.2

	15. 
	Diprenyleriodictyol
	-9.1

	16. 
	Fumaritine N-oxide
	-9.1

	17. 
	SilybinA
	-9.1

	18. 
	Mundulinol
	-9.0

	19. 
	Robustone
	-9.0

	20. 
	Narlumicine
	-8.9

	21. 
	Papracinine
	-8.9

	22. 
	AbyssinoneV
	-8.8

	23. 
	Oxysanguinarine
	-8.8

	24. 
	Papraine
	-8.8

	25. 
	Paprarine
	-8.8

	26. 
	TomentodiplaconeB
	-8.8

	27. 
	Emodin
	-8.7

	28. 
	IsosilybinB
	-8.7

	29. 
	SchizolaenoneB
	-8.7

	30. 
	SigmoidinB
	-8.7

	31. 
	SilybinB
	-8.7

	32. 
	EryvarinQ
	-8.6

	33. 
	IsoerysenegalenseinE
	-8.6

	34. 
	Isomangostin
	-8.6

	35. 
	Laburnetin
	-8.6

	36. 
	Raddeanine
	-8.5

	37. 
	3, 4-dihydroxhbenzoic acid
	-7.9

	38. 
	Benzaldehyde
	-7.8

	39. 
	Epoxy
	-7.8

	40. 
	Menisdaurin
	-7.8

	41. 
	Rhamnetin
	-7.8

	42. 
	3-methoxy-4-hydroxyienzoic acid
	-7.6

	43. 
	Noroxyhydrastinine
	-7.6

	44. 
	Potassium Sorbate
	-7.6

	45. 
	Tanetin
	-7.6

	46. 
	EryvarinO
	-7.4

	47. 
	Fumaric Acid
	-7.4

	48. 
	Tanaparthe
	-7.4

	49. 
	Alpha Tetrapathe
	-7.3

	50. 
	Ascorbic Acid
	-7.3

	51. 
	Hydroxygenistein
	-7.3

	52. 
	Isoach
	-7.3

	53. 
	AndrographidoidsA
	-7.2

	54. 
	AmyrisinC
	-7.1

	55. 
	EryvarinM
	-7.1

	56. 
	5, 7, 4'-trihydroxyflavone
	-7.0

	57. 
	Myrcene
	-7.0

	58. 
	Taxifolin
	-6.8

	59. 
	3-oxo-14-deoxy-andrographolide
	-6.7

	60. 
	Parthenolide
	-6.7

	61. 
	Dihydroxy-348-trimethoxyxanthone
	-6.6

	62. 
	Sesquiterpene Glycoside
	-6.6

	63. 
	Thiamine
	-6.6

	64. 
	Caffeic Acid
	-6.5

	65. 
	Feruloyltyramine
	-6.5

	66. 
	Pyridoxine
	-6.5

	67. 
	Riboflavin
	-6.4

	68. 
	Lupiwighteone
	-6.3

	69. 
	Luteolin
	-6.3

	70. 
	Adenosine
	-6.2

	71. 
	Xylan
	-6.2

	72. 
	Cirsimaritin
	-6.1

	73. 
	Tamarixetin
	-6.1

	74. 
	Paprafumine
	-6.0

	75. 
	Stachydrine
	-6.0

	76. 
	5, 7, 3', 4'-tetrahydroxyflavone
	-5.9

	77. 
	Estafin
	-5.9

	78. 
	DoitunggarcinoneC
	-5.8

	79. 
	Erythrinins B
	-5.8

	80. 
	EryvarinP
	-5.8

	81. 
	Hydroxy Erythratidine
	-5.8

	82. 
	Hydroxyanhydro
	-5.8

	83. 
	OphiopogonanoneG
	-5.8

	84. 
	ApigeninB
	-5.7

	85. 
	Pinocarvone
	-5.7

	86. 
	AmyrisinA
	-5.6

	87. 
	Wighteone
	-5.6

	88. 
	(+)-syringaresinol
	-5.5

	89. 
	Mearnsetin
	-5.4

	90. 
	Uric Acid
	-5.3

	91. 
	TanetinB
	-5.2

	92. 
	Apigenin
	-4.9

	93. 
	EryvarinR
	-4.9

	94. 
	Narlumidine
	-4.9

	95. 
	19-hydroxy-8 (17), 13-labdadien-15, 16-olide
	-4.7

	96. 
	Costinulide
	-4.7

	97. 
	Hydroxymunduserone
	-4.7

	98. 
	Pantothenic Acid
	-4.7

	99. 
	Oxyresveratrol
	-4.6

	100. 
	12S-hydroxyandrographolide
	-4.5

	101. 
	Aloe Emodin
	-4.5

	102. 
	Erycristagallin
	-4.5

	103. 
	Lenticin
	-4.5

	104. 
	Tanaparthe
	-4.5

	105. 
	AmyrisinB
	-4.3

	106. 
	EryvarinolsA
	-4.3

	107. 
	(+)-medioresinol
	-4.2

	108. 
	Papraline
	-4.2



