Table 1 Data collection and refinement statistics
Data collection
Diffraction source					KEK PF BL1-A
Wavelength (Å)					1.100
Temperature (K)					100
Rotation range per image (°)				1.0
Total rotation range (°)				180
Exposure time per image (s)				1.0
Space group					P4₃22
a, b, c (Å) 					44.33 33.33 181.09
α, β, γ (˚) 					90, 90, 90
Resolution range (Å)				43.06 - 2.80 (2.95 - 2.80)
Total No. of reflections				15122 (2261)
No. of unique reflections				4687 (685)
Completeness (%)					96.2 (98.0)
Redundancy					3.2 (3.3)
〈I/σ(I)〉						10.7 (3.2)
Rmerge*						0.071 (0.404)
CC1/2**						0.995 (0.927)

Refinement Statistics
Resolution range (Å)				39.82 - 2.8 (2.9 - 2.8)
No. of reflections, working set				4680 (456)
No. of reflections, test set				223 (25)
Final Rwork					0.209 (0.225)
Final Rfree***					0.260 (0.278)
Non-H atom no.
	Protein					972
	Ligand					18
	Water					27
	Total					1017
Root-mean-square deviation
	Bonds (Å)					0.003
	Angles (˚)					0.540
Average B factors (Å2)
	Protein					46.17
	Ligand					67.69
	Water					48.91
Ramachandran plot****
	Most favoured (%)				97.6
	Allowed (%)				 2.4
Values for the outer shell are shown in parentheses.
*Rmerge = Σhkl Σi|Ii(hkl) - <I(hkl)>| / Σhkl ΣiIi(hkl), where Ii(hkl) is the intensity measured for the i-th reflection and <I(hkl)> is the average intensity of all reflections with indices hkl.
**CC1/2 is the correlation coefficeint of the mean intensities between two random half-sets of the data.
***To calculate Rfree, a subset of reflections (5%) was chosen as a test set.
****Ramachandran plot statistics is based on Rampage software available in the CCP4 software package.
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