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SUPPLEMENTARY MATERIAL

Table S1. All atom pairwise root-mean-square derivatives among the nine lowest energy structures

Pairwise RMSD 2 3 4 5 6 7 8 9

Structure 1 0.28 0.28 0.32 0.39 0.39 0.24 0.36 0.36

Structure 2 0.29 0.26 0.31 0.33 0.40 0.49 0.31

Structure 3 0.15 0.41 0.41 0.40 0.37 0.35

Structure 4 0.39 0.38 0.42 0.39 0.32

Structure 5 0.26 0.51 0.49 0.44

Structure 6 0.39 0.39 0.29

Structure 7 0.33 0.31

Structure 8 0.41

Table S2. Average values with standard deviation of all the backbone torsion angles and glycosidic dihedral angles for all the nine structures

The value in parenthesis is the deviation from average.
aAverage of five structures.
bAverage of four structures.


