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Supplementary data
A xylobiose-derived isofagomine lactam glycosidase inhibitor binds as its amide tautomer†[image: image1.png]WWoowayo/B40°0S1 MMM
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Table of X-ray data and structure quality.

Space Group
P212121
Cell Dimensions
a=65.8Å, b=45.9Å, c=85.7Å, =90º
Data 

Resolution of data (outer shell), Å
20-1.05 (1.09-1.05)

R merge (outer shell)
0.062 (0.44)

Mean I/(I (outer shell)
26.4 (2.3)

Completeness (outer shell), %
98 (87)

Multiplicity (outer shell)
4.7 (2.1)

Structure

No. protein atoms 
2397

No. ligand atoms
36 (2x isofagomine lactam); 10 (2x imidazole) 3 sodium ions

No. solvent waters
629

Resolution used in refinement Å
20-1.05

Rcryst
0.102

Rfree
0.126

Rms deviation 1-2 bonds (Å)
0.014

Rms deviation 1-3 bonds (degrees)
1.67

Rms deviation chiral volume (Å3)
0.12

Avg main chain B (Å2)
7.7

Avg side chain B (Å2)
9.6

Avg ligand B (Å2)
-2, -1          +2, +3


6.7, 5.8     11.9, 19.7

Avg solvent B (Å2)
22.5

PDB Code 
1od8
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