	S.no.

	Amino acids  
	Complex-1
(kcal/mol)
	Complex-2
(kcal/mol)
	Complex-3 (kcal/mol)
	Complex-4 (kcal/mol)
	Complex-4.1 (kcal/mol)

	1
	Lys 94
	-90.149

	-90.069

	-87.029

	-83.683

	-86.113


	2
	His116
	-100.435

	-103.051

	-98.44

	-100.432

	-99.976


	3
	Gln101
	-130.831

	-130.137

	-126.031

	-130.073

	-130.97


	4
	Gln109
	-88.873

	-89.253

	-85.283

	-85.419

	-85.219



Supplementary Table 5 : Energy decomposition per residue Total Decomposition Contribution (TDC)		
