Table S2: Major intermolecular interactions in (-end simulation.
	Interaction of peptides
	Residue involved
	Interaction type

	(-end A and (-end B
	Lys19–Asn25
	Main–Main(

	
	Lys19–Glu31
	Side–Side

	
	Asn25–Lys19
	Side-Main

	
	Ala21-Asn20
	Main – Side

	
	Lys28–Glu31
	Side – Side

	
	Glu31-Lys28
	Salt Bridge

	

	(-end A and (-end D
	Gly3–Lys28
	Side – Main

	
	Gly2–Lys29
	Side – Main

	
	Phe4–Tyr27
	Main – Main

	
	Thr6–Lys28
	Side-Main


(Main and side are representing main chain and side chain, respectively.
