	
	WT
	D816V
	D816H
	D816Y
	D816N
	V560G
	V560D

	Counterions
	1 Na+
	Ø
	Ø
	Ø
	Ø
	1 Na+
	2 Na+

	Number of protein atoms
	5284
	5288
	5289
	5293
	5286
	5275
	5280

	Water box dimensions (Å3)
	77.7×73.8

×81.9
	76.7×72.8

×80.9
	91.3×81.7

×87.1
	78.1×74.2

×82.2
	78.1×74.1

×82.3
	88.3×83.5

×92.5
	88.3×84.4

×92.5

	Number of water molecules
	13 195
	13 197
	15 956
	13 194
	13 198
	16 928
	17 180

	Total number of atoms
	44 870
	44 879
	53 157
	44 875
	44 880
	56 059
	56 820

	Deviation after equilibration (Å)
	1.29 
	1.13 
	1.25 
	1.20
	0.62
	1.08 
	1.17 


