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Table S1. Van der Waals radii in Angstrem of the different atoms for the non-

bonding interaction

Glycam2000a® HGFB  CSFF

C 1.908 1.800 2275

o 1.831 1.600  1.770
1.387 (H1)°

H to87 (H2) 1468 1320

O (hydroxyl) 1.961 1.600  1.770

H (hydroxyl) 0.000 0.800  0.2245

? Distances are given in A.
H2= anomeric hydrogen, H1= sugar aliphatic hydrogen

Table S2. Partial charges of the methanol atoms used in this work in the three
force fields (Gycam_2000a, HGFB and CSFF)

Partial Charges®

Cc 0.272
0 -0.699
HO 0.409
H 0.006

? Calculated using HF/6-31g* Resp0.000



