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	NOE distance constraints
	

	intraresidue ( i – j = 0)
	293

	sequential ( i – j = 1)
	211

	medium-range ( 2≤ i – j ≤ 4)
	34

	long-range ( i – j ≥ 5)
	224

	Total
	762

	PRE constraints
	127

	Number of Dihedral Angle Constraints
	

	φ, ψ
	63, 59

	Average RMSD of Atomic Coordinates (Å) (52-131)
	

	backbone atoms
	0.54

	all heavy atoms
	1.27

	Ramachandran plot analysis (%)
	

	most favorable region
	74.4

	additional allowed regions
	19.2

	generously allowed regions
	4.7

	disallowed regions
	1.8



Table S4. Statistics of the 20 lowest-energy conformer ensemble of MmpS452-140.


