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Figure S1: RDFs of water oxygen-oxygen. Green, red, and blue lines show α-D-glucose solution at 

0.1, 0.5, and 1 M, respectively.  

 

  

 0

 0.5

 1

 1.5

 2

 2.5

 3

 0  1  2  3  4  5  6  7

R
D

F

Distance [Å]

1 M
0.5 M
0.1 M



 

 
Figure S2: SDFs of water molecules around each monosaccharide. Only higher-value regions 

(more than 8.5 and 7.5 for oxygen and hydrogen atoms, respectively) are shown. The filed is 

approximated on a square mesh with 0.1 Å mesh resolution. 
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Figure S3: Definition of the boat conformer. Upper shows dihedral angle of a monosaccharide as 

a function of time with the threshold 45°. Lower shows the boat states during the simulation. The 

results show that our definition clearly separated two monosaccharide conformers. 
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Table S1: Average lifetime, content, and free energy change of the conformers in α-D-glucose.  

 
 

 

Table S2: Average lifetime, content, and free energy change of the conformers in α-D-mannose.  

 
 

 

Table S3: Average lifetime, content, and free energy change of the conformers in α-D-galactose.  

 
 

  



 

 

Table S4: Average lifetime, content, and free energy change of the conformers in β-D-glucose.  

 

 

 

Table S5: Average lifetime, content, and free energy change of the conformers in β-D-mannose.  

 
 

 

Table S6: Average lifetime, content, and free energy change of the conformers in β-D-galactose.  

 


