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S16 Table. β-Glucan RMSF data (Å) of individual Glc residues within the β-glucan chain modelled 
in either AtumCrdS or RsBcsA.  

 

Glucose AtumCrdS 
Conf-F 

AtumCrdS 
Conf-B 

RsBcsA 
Conf-F 

RsBcsA  
Conf-B 

9 0.62 0.82 1.34 1.49 
8 0.50 0.63 0.69 0.78 
7 0.50 0.58 0.60 0.57 
6 0.53 0.62 0.58 0.50 
5 0.50 0.63 0.47 0.51 
4 0.47 0.59 0.45 0.45 
3 0.47 0.55 0.52 0.55 
2 0.57 0.64 0.51 0.65 
1 0.67 0.78 0.55 0.67 

Acceptor 0.69 0.68 0.60 0.59 

Glc numbered from the acceptor Glc onwards. (1,3)-β-glucan in AtumCrdS and (1,4)-β-glucan in 
RsBcsA calculated over the last 50 ns of simulations. 
  


