WITHANOLIDES OF Datura stramonium
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We have studied the withanolide content of the leaves of Datura stramonium L. (jimsonweed datura),

family Solanaceae, collected in July, 1975, in the botanical gardens of the Academy of Sciences of the Uzbek
SSR in the flowering stage.

The air-dry leaves (250 g) were extracted with methanol at room temperature, After evaporation of
the solvent, the residue was diluted with water (to 0.5 liter) and extracted with n-hexane and then with ether,
When the hexane fraction was concentrated, it deposited a crystalline mixture of sterols which was difficult
to separate and in which, after reprecipitation from ethyl acetate, B-sitosterol (M+* 414), stigmasterol (M+412),
and campesterol (M+* 400) were detected by mass spectrometry [1, 2.

The ethereal fraction was evaporated, the residue was dissolved in ethanol, the solution was purified
by passage through a column of AL,O;, and the eluate was decolorized with activated carbon, This gave a mix-
ture of substances (200 mg) consisting of three components [TLC on SiO, with 5% of gypsum; benzene —ethyl
acetate (1:1); chromogenic agent SbClz]l. Preparative chromatography (in the same system) led to the isola-
tion in the crystalline state of 70 mg of pure withanolide (I) with mp 258-260°C, CygH350y, M+ 486, KCI%I;%(OH
225 nm (log € 3.95), VngBa}I; 3300—3600 (OH), 1730, 1695 (C = O) em~!, The peak of the molecular ion of com-
pound (I) with m/e 486 and also the peaks of ions with m/e 468 (54.5%), 450 (38.1%), 432 (12.7%), 209 (21.8%),
152 (12.7%), 125 (100%) show that it was similar to daturalactone — a withanolide from Datura quercifolia HBK
[3]. A direct comparison of the substance that we have obtained with an authentic sample of daturalactone
kindly supplied by K. Dkhar (Kashmir, India) confirmed their identity.

It must be noted that the mass spectrum of our compound and also that of the sample sent from Kashmir
(spectrum taken by ourselves) contained the peak of an ion with m/e 299 (30%). It is as yet impossible to ex~-
plain how a fragmentary ion with such a mass can be formed from daturalactone. It is not excluded that it is
the fragment of another withanolide giving a molecular or fragmentary ion with m/e 452. This compound is
obviously present in trace amounts in both samples of daturalactone.

By preparative chromatography we obtained from the ethereal fraction of the extract 6.5 mg of a with~
anolide which has provisionally been called stramonolide, It had mp 265°C, M+ 484, CpsH3e0r.
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