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A newbcrystalline sesquiterpene ketone, Cisls00,
m.p. 48°%, () + 39.% (c, 3.1) (positive tetranitro-
methane test) has been isolated in a pure form (TIC and
VPC) from>the carbonyl fraction of the essential oil
obtajined from the tubers of Cyperus scariosus. We
propose to name it as isopatchoulenone (I) because of

its structural similarity to patchoulenonel (II).

Infrared spectrum of isopatchoulenone shows two
bands of almost equal intensity at 1663 and 1706 cm-1,
which on the basis of its ultraviolet spectrum (Amax,

243 mu, € 14,235) are evidently due to the presence of
a conjugated enone chromophore. Isopatchoulenone,
however, did not form any semicarbazone or a 2,4-dinitro-

phenylhydrazone.

On catalytic hydrogenation (Pt/acetic acid) it
absorbs one mole of hydrogen to give the saturated,
crystalline, dlhydroisopatchoulenone, CjsHo40, m.p. 74°,
&)p - 28.4° (c, 3.3), which does not give any colour

* Communication No. 810  from the National Chemical
Laboratory, Poona-8, India.
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with tetranitromethans. Isopatchoulenone is thus
monoolefinic and is tricyclic. The dihydroisopatchou-
lenone in its infrared spectrum shows an intense band
at 1742 em-l indicating the presence of the ketonic

function on a five-membered ring.

NMR spectrum of isopatchoulenone does not show
any signsls dus to ths presence of vinyl protons, thus
the double bond in the ketone is tetrasubstituted. It
further shows a doublet at 7= 9,36 (3H, J= 7 </s)
corresponding to a secondary methyl group, two signals at
7= 9.2 (3H) and 8.87 (3H) ecorresponding to a gem
dimethyl group and a signal at 7= 8,32 (3H) duwe to a
methyl group on a double bond. A clearly discernible
AB quartet atT= 7.62 represents the two o« protons
to the carbonyl group. Reduction of iso-patchoulenone
with lithium aluminium hydride gives the corresponding
erystalline alcohol, C1si540, isopatchoulenol (IIl),
m.p. 140°, (x)p - 53° (e, 2.0); infrared band at
3226 cm-l (-OK), Wolff-Kishner reduction of dihydro-
isopatchoulenone gives a saturated hydrocarbon, 3826,
(x)p - 76° (¢, 4.1), which according to its infrared
spectrum (intense bands at: 1124, 975, 930 and 848 cm-1)
was idéntical with patchoulane® (intense bands at: 1125,
970, 937 and 850 em-l), prepared by the reduction of
««patchoulene. On the basis of this data, only two
structures (I) & (II), follow for isopatchoulenone.
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Structure (II), however, represents patehoulanone,l
m.p. 52.5°, (x)p - 97.1° (c, 8.2), recently characterised

by Sorm etal. Isopatchoulenone is, therefore, represented

by (I). In conformity with this a sharp infrared absor-
ption band at 1416 em-1 in isopatchoulenone and at 1422 em-1
in its dihydroproduct show the presence of a methylsne group

in « position to the carbonyl group.

Further chemical evidence for the confirmation of
structure I was obtained by the oxidation of the sesquiter-
pene hydrocarbon cyperene1 (Iv), («)p- 21° (¢, 4.0), b.p.94°
(bath)/1 mm., isolated by us® from the present oil in a
pure form (TIC & VPC) with t-butyl chromate. Among the
products of oxidation (TIC, 4 spots) isopatchoulenone was
found to be present from a comparative TLC study with the
natural isopatchoulenone. The oxidation product was
reduced with lithium aluminium hydride to afford the
.erystalline alcohol, identical with isopatchoulenol (III),
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m.p. and mixed m.p. 140°. Oxidation of this crystalline
alcohol with Jones reagent gives a ketone, m.p. and
mixed m.p. 48°, «)p + 38° (¢, 2.1), identical in all
respects with the natural isopatcheulenone (I).
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