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X-Ray Crystal Structure Revision for the Fungal Metabolite (4-)-Altenuene

By ANDrREw T. McPrAIL* and RicHARD W. MILLER
(Paut M. Gross Chemical Labovatory, Duke University, Durham, North Carolina 27706)

and DoNaLD HarvAN and RoNaLp W, PErRoO*
(National Institute of Envivonmental Health Sciences, P.O. Box 12233, Reseavch Tviangle Park, Novth Carolina 27709)

Summary The structure of the fungal metabolite (4-)-
altenuene has been elucidated by direct method X-ray
crystal structure analysis.

ON the basis of extensive spectroscopic studies structure (I)
with undefined stereochemistry was earlier assigned to
(+)-altenuene,! C,;H,,0;4, a toxic fungal metabolite from
Alternaria tenuis.?:* We have conducted a single-crystal
X-ray analysis which now establishes unequivocally that
(£)-altenuene is correctly represented by formula (II) and
its mirror image.

(&)-Altenuene crystallizes from acetone-hexane as
colourless prisms, m.p. 190—191°, belonging to the tri-
clinic system, space group PT1, with a = 12-61(2), b =
7-98(1), ¢ = 8-50(1) A, & = 102:9(2), B = 100-2(2), y =
116-5(2)°, Z = 2. The structure was solved using the
programme MULTAN* and employing 279 |E|] values
> 1-3. Molecular parameters were refined by full-matrix
calculations to a current R of 0-14 over 1715 independent
reflexions from photographic data.

This revised structure for (4-)-altenuene is similar to that
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recently reported® for (4-)-dehydroaltenusin (III) which is
a potential precursor in a biosynthetic sequence.
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