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Supplementary Table 1. Selected residue pairs for bond restraints and their corresponding distance values.
	Constrained Allosteric Site
	Selected Residue Pairs
	Distance (Å)

	Proposed allosteric site
(rstr-prop)
	LYS260A* – ALA337D
	9.80

	
	ARG264A – GLN338D
	12.08

	
	ILE302A – ARG264D
	15.06

	
	LYS342A – LYS342D
	11.00

	
	ILE303D – LYS346D
	11.08

	
	ILE302D – LYS339D
	10.04

	
	LYS260C – ALA337B
	9.7

	
	ARG264C – GLN338B
	12.06

	
	ILE302C – ARG264B
	15.07

	
	LYS342C – LYS342B
	10.09

	
	ILE303B – LYS346B
	11.8

	
	ILE302B – LYS339B
	10.04

	Experimental allosteric site
(rstr-exp)
	ALA358A – LEU370B
	8.22

	
	SER362A – THR366B
	7.93

	
	THR366A – SER362B
	7.91

	
	LEU370A – ALA358B
	8.13

	
	ALA358C – LEU370D
	8.18

	
	SER362C – THR366D
	7.91

	
	THR366C – SER362D
	7.92

	
	LEU370C – ALA358D
	8.14


* chain ID
