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Title: Supplementary File 5.
Description: Molecular docking scores (highest binding energy) of bioactive compounds identified in Equisetum diffusum whole plant methanolic extract with key inflammatory target proteins. Standard NSAID (Indomethacin and Diclofenac sodium) were also docked with key inflammatory target proteins.
	
SL No.


	Protein
Name

	Compound
	PubChem ID
	Binding energy (Kcal/Mol)
	No. of H bonds (drug-enzyme)

	Amino acid involved in the interaction
	Other interacting residues

	1.
	COX-2
	Stigmasta-3,5-dien-7-one

	12444466
	-7.379

	1
	ASN382
	TYR148, ALA199, PHE200, ALA202, PHE210, VAL291, TYR385, TRP387, LEU390, LEU391, VAL447

	2.
	IL-6
	[bookmark: _Hlk127388383]4H-Pyran-4-one, 2,3-dihydro-3,5-dihydroxy-6-methyl
	119838

	[bookmark: _Hlk127389939]-6.142

	1
	ARG179
	[bookmark: _Hlk127390189]LEU33, LEU 178

	3.
	TNFα
	[bookmark: _Hlk127393022]Catechol, TMS derivative

	554738
	[bookmark: _Hlk127393152]-3.405

	1
	TYR151
	[bookmark: _Hlk127393196]LEU57, TYR59, TYR119, LEU120, ILE155

	[bookmark: _Hlk127818001]4.
	COX-2
	Indomethacin
	3715
	-5.155
	1
	ASN382
	PHE210, VAL291, LEU294, TYR385, TRP387, VAL447

	5.
	IL-6
	Indomethacin
	3715
	-1.898
	2
	LYS171, GLN175
	LEU178

	6.
	TNFα
	Indomethacin
	3715
	-2.743
	2
	LYS171, GLN175
	LEU178

	7.
	COX-2
	Diclofenac sodium
	5018304
	-5.148
	3
	THR212, HIE214, GLN454
	PHE210, TYR385, TRP387, VAL447

	8.
	IL-6
	Diclofenac sodium
	5018304
	-1.71
	Nil
	Nil
	LEU33

	9.
	TNFα
	Diclofenac sodium
	5018304
	-2.514
	2
	GLN149, TYR151
	TYR59, TYR119, LEU120, TYR151



