	Model
	WT
	D816V
	D816Y
	D816N
	D816H
	V560G
	V560D

	cutoff r (Å)
	2.5
	2.5
	2.5
	2.5
	3.0
	2.5
	3.0

	Number of reference structures 
	4-7 /
 5-7
	2-4 / 4-6
	2-3 / 2-4
	3-4 / 2-5
	2-4 / 3-4
	4-6 / 4-5
	3-6 / 3-5

	Convergence criterion c
	 0.6 / 0.4
	0.7 / 0.6
	0.8 / 0.8
	0.6 / 0.7
	0.8 / 0.9
	0.5 / 0.8
	0.9 / 0.9

	Mean Convergence criterion c
	 0.5
	0.65
	0.8
	0.65
	0.85
	0.65
	0. 9


