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DFT calculations were carried out on axially and equatorially oriented 2-hydroperoxy and 2-peroxy tetrahydropyran, cyclohexyl

hydroperoxide, hydroperoxides of 2,3-unsaturated hexapyranoses, and hydroperoxides of OMe and OBn substituted derivatives of

2-deoxy-glucopyranose and 2-deoxy-galactopyranose to investigate the anomeric and exo-anomeric effects of these groups.

Calculations showed that the peroxy anion group exhibits a strong anomeric effect, comparable in magnitude to the methoxy group,

and that the anomeric effect of the hydroperoxy group is similar to the hydroxyl group.
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The graphic represents a molecular dynamics simulation of water density around the disaccharide a-DD-Araf-(1!5)-a-DD-Araf-OCH3,
highlighting the interglycosidic linkage. The red clouds represent regions where the probability of finding an oxygen atom is high while the
gray clouds are for hydrogen atoms. This work is the result of a collaboration in the Alberta Ingenuity Centre for Carbohydrate Science
and Department of Chemistry at the University of Alberta between the groups of Pierre-Nicolas Roy and Todd L. Lowary (Castillo, N.;
Roy, P. N.; Lowary, T. L. Manuscript in Preparation).
� 2008 T. L. Lowary. Published by Elsevier Ltd.
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