Supplementary File 1. Data collection and refinement statistics
	Protein
	PKG Iβ 71-686
	PKG Iα 79-212 R177Q

	Data collection
	
	

	Wavelength (Å)
	0.97931
	0.97931

	Space group
	P212121
	P1

	Cell dimensions
	
	

	a, b, c (Å)
	99.8, 112.8, 150.7
	39.2, 41.9, 48.3

	 (°)
	90, 90, 90
	94.7, 113.7, 114.0

	Resolution (Å)
	47.7 - 2.41 (2.50 - 2.41)*
	36.54 – 1.26 (1.30 -1.26)*

	Rmerge
	0.1115 (4.83)
	0.06 (0.175)

	I/I
	20.92 (0.84)
	25.4 (6.56)

	Completeness (%)
	99.95 (99.86)
	93.6 (89.26)

	Redundancy
	13.4 (13.3)
	3.7 (2.8)

	Refinement
	
	

	No. reflections
	66392 (6568)
	62350 (3133)

	Rwork/Rfree†(%)
	19.18/23.80
	17.76/19.69

	No. atoms
	
	

	    Proteins
	9208
	2034

	    Ligand 
	110
	0

	    Water
	87
	361

	B-factors 
	
	

	Overall
	84.27
	23.17

	    Protein
	84.53
	20.91

	   Ligand 
	79.41
	

	    Water
	63.0
	35.90

	R.m.s. deviations
	
	

	    Bond lengths (Å)
	0.009
	0.009

	    Bond angles (°)
	1.10
	1.18

	PDB Code
	7LV3
	7MBJ




[bookmark: _GoBack]*Information for the highest resolution shell is shown in parenthesis. 
† 5.0% of the observed intensities were excluded from refinement for cross validation purposes.



