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Cellulose

Molecular dynamics models of a xylan fragment (red ) on a cellulose crystallite
(green), The xylan is acetylated on alternating C2 atoms, with a methylated
glucose acetate on the 8th Xylan residue nstead. This xylan fragment was
persistently bound to the (110) cellulose crystal face and takes a 2-fold
conformation except near the methylated glucose acetate side chain, where a
3-fold conformation is found, See Gupta et al,, Spontaneous rearrangement of
acetylated xylan on hydrophilic cellulose surfaces, p, 3330,
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