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Distortion of a cellobio-derived isofagomine highlights the potential conformational itinerary of inverting -glucosidases

Annabelle Varrot, a James Macdonald,b Robert V Stick,b Gavin Pell,c Harry J Gilbert c and Gideon J Daviesa,*

Table of X-ray data and structure quality.

	
	:

	Resolution of data (outer shell), Å
	  15-1.31 ( 1.33-1.31)

	R mergea (outer shell)
	0.060 (0.275)

	Mean I/(I (outer shell)
	17.9 (7.6)

	Completeness (outer shell), %
	92.7 (100)

	Multiplicity (outer shell)
	6.2 (5.6)

	No. protein atom 
	2828

	No. ligand atoms
	42

	No. solvent waters
	527

	Resolution used in refinement Å
	15-1.31

	Rcryst
	13.0

	Rfree
	16.2

	Rms deviation 1-2 bonds (Å)
	0.016

	Rms deviation 1-3 bonds (degrees)
	1.86

	Rms deviation chiral volume (Å3)
	0.112

	Avg main chain B (Å2)
	12.8

	Avg side chain B (Å2)
	13.9

	Avg substrate B (Å2)
	-2, -1, +1,+2 

8, 9.5, 10.7, 13.2

	Avg solvent B (Å2)
	25.7
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