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Stereochemical assignment of macrolide natural products by GIAO NMR calculation and
DP4+ analysis (Department of Applied Chemistry, Faculty of Science and Engineering, Chuo
University) OKeisuke Murata, Hirotoshi Mori, Haruhiko Fuwa

GIAO NMR calculation'/DP4+ analysis® is now widely used for the structure assignment of
natural products. However, there are not many applications of GIAO NMR calculation/DP4+
analysis to macrolides. This is at least in part because a huge number of conformers are usually
generated in conformational searches of macrolides owing to the inherent conformational
flexibility of the macrocyclic skeleton.

In this study, we evaluated the accuracy of DP4+ analysis by its application to two macrolide
natural products, neopeltolide and lyngbyaloside B. Next, we applied NMR calculation/DP4+
analysis to the assignment of the relative configuration of the macrolactone domain of
leptolyngbyalide A—C>/oscillariolide®.
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