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Figure S1 Conserved sequence regions of PSMA. (a) Multiple sequence alignment of the conserved 

motifs for the Glycoside Hydrolases 57 family. The catalytic residues are indicated by gray box. (b) 

Sequence and secondary structure of PSMA. The numbering is shown on the right side. The 

conserved regions are shown in dotted yellow boxes.  
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Figure S2 Flow chart for the modeling of PSMA and isopanose complex. 
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Figure S3 Electron density for the ligand on the substrate binding channel. An obvious electron 

density on the substrate binding groove was observed in the omit map of Fo − Fc (3.1 σ) from the 

PSMA crystal that was soaked in a buffer containing 1mM maltose molecule. The data obtained from 

the crystal was refined to resolution 1.84Å (Rfactor =22.08, Rfree=25.38) 

 


