Chemistry of Natural Compounds, Vol. 42, No. 4, 2006

AN UNSATURATED wHYDROXY METHYL ESTER
FROM A SPONGE SarcotragusSPECIES

Yonghong Liu,! Jee H. Jung? and Si Zhand UDC 547.314

Marine sponges of the order Dictyoceratida have frequently provided a large number of linear furanoterpenoids [1, 2].
In the course of our study on the cytotoxic substances of the sBangatragussp., 35 cytotoxic terpenoids, three cyclitol
derivatives, and a macrolide were isolated [3-7]. In a continuing study of the same sponge, an unsdiydategmethyl
ester was isolated.

The sponge was collected in July 1998 (15-25 m depth), off Cheju Island, Korea. The specimen has been described
elsewhere [3].

Isolation was described in our previous report [3]. The compound (1.7 mg) was obtained by purification of fraction
Fg4-7 by ODS HPLC.

The molecular formula was established ggH;¢05 on the basis of HRFABMS. In thel NMR spectrum, a singlet
atd, 3.64 was attributed to methoxy group protons. A tripléi @8.52 was attributed to the H-13. In the HMBC spectrum,
the methoxy protond, 3.61, s), H-2 &, 2.29, t) and H-3&, 1.59, quint) were correlated with the carbonyl carldoh/@.1).
The chemical shifts of the allylic carbons (d 27.8 and 27.6) indicated that the double bond geais¢bijy ihe double bond
position was clearly recognized from the FAB-CID tandem mass spectrum of the [MieNa] he location of the double bond
was clear from the 54-mass gap between the major fragment ions of allylic cleavegg7at and 123 [5]. The structure of
the compound was elucidated with the aid of COSY, HSQC, and HMBC experiments.

Thus, the structure was determined as an unsatuksaigdroxymethyl esterl.
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Compound 1 Colorless oil; ] 52> —23.1°, ¢ 0.04, CHC}); *H NMR (500 MHz, acetoneggl J/Hz):5 3.61 (3H, s,
OCHg), 2.29 (2H, t, J = 7.5, H-2), 1.59 (2H, quint, J = 7.5, H-3), 2.05 (overlap with solvent peak, H-5 and H-8), 5.36 (2H, m,
H-6 and H-7), 1.25-1.35 (8H, m, H-4, H-9-H-11), 1.51 (2H, quint, J = 7, H-12), 3.52 (2H, t, J = 6.5 FEISMR (50 MHz,
3, acetone-g) 174.1 (C-1), 34.3 (C-2), 25.5 (C-3), 27.8 (C-5), 130.6 (C-6), 130.4 (C-7), 27.6 (C-8), 28.9-30.5 (overlap with
solvent peak C-4, C-9, and C-10), 26.3 (C-11), 33.6 (C-12), 62.4 (C-13), 51.4XFBBMS m/z265 [M+Na]" (18), 243
[M+H] * (12), 219 (3). HRFABMS$n/z265.3433 (calc for GH,OsNa, 265.3442).
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