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Isolation and Structure Determination of a New Madangolide Analog from Marine
Cyanobacterium. (Faculty of Science and Technology, Keio University) (OMasahiro Hagihara,
Arihiro Iwasaki, Kiyotake Suenaga

Madangolide B, a new analog of madangolide, was isolated from a marine cyanobacterium
collected at Nanjo city, Okinawa. The planar structure was determined by the analyses of the
2D NMR data including COSY, HMQC, and HMBC spectra. The geometry of the diene moiety
was elucidated by the NOE correlations as shown in the figure. Madangolides have four
stereocenters, and, therefore, sixteen stereoisomers are possible. We calculated their theoretical
NMR data except for the eight enantiomers by using the DFT method. The comparison between
experimental and theoretical NMR data suggested the plausible relative configuration of
madangolides.

Keywords : Marine Natural Products, Cyanobacteria;, Macrolide;, Computational Chemistry

PRI T CEREE LTS 7 /N2 7 U 7 X0 | AMafio ) I NG A FFo
17 B~ 7 274 N madangolide” DOFHIIE#KIA (madangolide B) Z HRfE L 7=, Vi
R 13 45FE kot NMR 5 —# (COSY, HMQC, HMBC) %@+ 5 = & THE L1z,
T OEMELE L, FERIZRT NOE MBI K 0 R L7z, Madangolide 1213 4
AFFDOARF RS | 16 FEONAREMEERZ X2 5D, ZbDEMEERD H B
Tl UF A ~w—%FR< 8 FIEICEI L C DFT #HEZ1T\V, #His NMR 7 — ¥ 25 H
L7, Bl NMR 7 —# ST — X 245 2 & ¢, ZhE CFms&Eo#E L
27273 7= madangolide $HOFEXI SAARLE 2 HEE L 7=,

. — cosy :
i ™ HMBC ('H-"3C)

.......................

...................

R
Madangolide, R = Me
Madangolide B, R=H

1) Klein, D.; Brackman, J. C.; Daloze, D.; Hoffmann, L.; Castillo, G.; Demoulin, V. J. Nat. Prod. 1999,
62, 934-936.

© The Chemical Society of Japan -D1442-1vn-14 -



