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	Structure
	CNFY 1-704 SeMet
	CNFY 1-704 nat
	CNFY 720-1014
	CNFY 526-1014
	CNFY full-length (C866S)

	PDB-ID:
	-
	6YHL
	6YHM 
	6YHN 
	6YHK 

	Data collection
	
	
	
	
	

	Beamline
	BESSY BL 14.1
	SLS X06DA (PXIII)
	BESSY BL 14.2
	SLS X06DA (PXIII)
	SLS X06DA (PXIII)

	Wavelength (Å)
	0.98
	1.00
	0.92
	1.00
	1.00

	Space group
	P21
	P21
	P21
	P212121
	I212121

	Cell dimensions
	
	
	
	
	

	a, b, c (Å)
	94.26, 99.70, 131.06
	94.43, 99.90, 131.36
	41.98, 50.16, 69.73
	48.27, 90.53, 120.72
	70.15, 180.42, 220.76

	𝛼, 𝛽, 𝛾 () 
	90.00, 95.85, 90.00
	90.00, 95.86, 90.00
	90.00, 98.72, 90.00
	90.00, 90.00, 90.00
	90.00, 90.00, 90.00

	Resolution (Å)a
	49.01 – 3.8 (4.06– 3.8)
	99.90 - 3.28 (3.33 - 3.28)
	68.92 - 1.14 (1.15 - 1.14)
	48.27 – 1.80 (1.84 – 1.80)
	47.08 - 2.70 (2.82 – 2.70)

	Rmerge (%)a
	21.3 (68.9)
	8.8 (90.1)
	3.6 (43.8)
	25.7 (350.6)
	10.6 (180.5)

	Rpim (%)a
	5.9 (18.7)
	3.6 (36.2)
	2.4 (29.5)
	4.6 (81.5)
	2.3 (39.2)

	I/𝜎Ia
	13.0 (4.7)
	17.8 (2.2)
	16.0 (2.2)
	12.4 (1.6)
	23.3 (2.2)

	Completeness (%)a
	100.0 (100.0)
	99.9 (100.0)
	95.2 (99.7)
	99.9 (98.6)
	99.9 (99.5)

	Redundancya
	13.8 (14.5) anomalous: 7.0 (7.3)
	6.9 (7.1)
	3.0 (2.9)
	32.7 (19.8)
	21.4 (22.0)

	CC1/2  (%)a
	99.7 (93.6)
	99.9 (77.4)
	99.9 (88.2)
	98.2 (81.6)
	100 (76.1)

	
	
	
	
	
	

	Refinement
	
	
	
	
	

	Resolution (Å)
	3.8
	3.28
	1.14
	1.80
	2.70

	No. reflections
	24050
	37535
	100644
	49821
	38988

	Rwork/Rfree (%)
	
	24.05/26.46
	16.90/18.71
	15.81/19.10
	20.48/24.19

	No. atoms
	
	12248
	3083
	4532
	8847

	    Protein
	
	12248
	2744
	4147
	8745

	    Ligand/ion
	
	0
	1
	18
	46

	    Water
	
	0
	338
	367
	56

	B-factors (Å2)
	
	95.89
	19.03
	35.07
	86.94

	    Protein
	
	95.89
	18.08
	34.28
	86.99

	    Ligand/ion
	
	-
	20.70
	70.13
	101.15

	    Water
	
	-
	26.71
	42.28
	67.60

	R.m.s deviations
	
	
	
	
	

	    Bond lengths (Å) 
	
	0.003
	0.007
	0.004
	0.03

	    Bond angles (º)
	
	0.608
	0.956
	0.676
	0.578

	Ramachandran statistics (%)
	
	
	
	
	

	    Favored 
	
	95.10
	97.23
	97.76
	96.35

	    Allowed 
	
	4.39
	2.77
	2.24
	3.65

	    Outliers 
	
	0.50
	0.00
	0.00
	0.00
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