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Salvia Ballotaeflora Benth (Labiatae) was collected around Monterrey Mexico
in July 1973. 3.2 Kg of aereal parts were extracted with petroleum ether yield-

ing 30 grams of a resinous colored material. The extract was chromatographed
on a silica gel column and elution with petroelum ether-benzene yielded 285 mg.
of a yellow crystalline solid, conacytone (I), and 310 mg. of an orange crys-
talline solid, icetexone (II).

Conacytone (I): CyoHy¢0¢, vellow crystals, m,p. 240° (closed capillary),
[a]ss0 =36.5°, [algss -49.8°, [a]g4s —108.3° (10 mg/ml in CHClz, 25°C); UV
Xm(EtOH) 204 (e,24000), 272(¢,12600), 380(c,579); IR, vp 3550, 3320 (broad),
2970, 2940, 2880, 1660, 1625, 1610, 1460, 1395, 1370, 1330, 1250 cm™!; m/e, 362
(M%), 344 (M*t-18), 316, 298, 283, 269, 255, 244, 230; NMR(CDClz), 1.17d(6Ha,

J = 7), 1.26s(3Hb), 1.5-2.3m(9Hc), 3.00m(1Hd), 3.98(2H.), 4.85m(1Hf), 5.62s(1Hg),
7.24 and 7.30(2H,0H). The third OH proton was not observed. Found: C, 66.40%,,
H, 7.13%,. Caled: C, 66.28%, H, 7.23%.

Icetexone (II): CyoH,,05, orange crystals, m.p. 226-227°, [a]gg,s +33.3°
[a]s7s +37.8°, [a]z46 +50° (10 mg/ml in CHCly, 26°C); UV, X, (EtOH) 213 (&,13900),
260 (sh), 315 (,7900), 430 (e,750); IR, A\, 3360(OH), 1770(y-lactone), 1640,
1620, 1600, 1450, 1420, 1380 and 1370 (isopropyl group), 1320, 1240, 1195, 1145,
1105, 990, 800, 730 cm™1; m/e, 342 (M*,99), 314(73), 289(53), 274(60), 261(33),
246(40), 227(12), 205(30), 95(67), 82(57), 78(53), 55(50), 43(100).

The structures and relative stereochemistries were elucidated by single

crystal X-ray diffraction techniques. Both compounds crystallize in the ortho-

I

rhombic space group P2,2,2,. Conacytone: a = 13.620(3), b = 12.666(3), c
10.948(3) A, U - 1888.7 A3, Dy =~ 1.274 g.om™3, Z = 4, D, = 1.274 g.cm™2.
Icetexone: a = 20.991(7), b = 10.354(7), ¢ - 7.738(4) A, U = 1682.6 A3, Z
D; = 1.351 g.cm™3,

Data were collected on the Philips PAILRED and Syntex P2, diffractometer
systems using the w-scan technique. The structures were solved by application
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of the direct methods program MULTAN. Anisotropic least-squares refinement of
conacytone reduced R to 0.047 for the 1381 reflections with intensities greater
than 30(I). The R factor for icetexone was reduced to 0.037 for the 1331 re-
flections with intensities greater than 3c(I).

Conacytone is an abietane diterpene quinone where oxidation of the Cl9 and
C20 methyl groups has led to the formation of a 6-membered hemiacetal. Symbol-
jcakiv. icerteyane can be derived Trom canacyrtane by iusertion ar the CIF mediilyl
group into the B ring to form a 7-membered ring. The bridging hemiacetal is re-
placceb ‘'oy 2 >-aacione. TTne T ‘pyiroxy) roud mMS 'OEED MosT giYhing Thse Yo a
double bond conjugated with the benzoquinone moiety and shifting the visible
speTIroR 10 The Teh., “Henorone. asvimted Srum SaYvhn Henorosat . 3OS wn Evhevane

typee @aierpene puanone Witn a UL whbdnvhe group. “Torougn an uxlimihive pavtowesy
conzacyione can ‘be reiated ‘to nemorune. “Tne royieanouwes®, 1sdratel Trom Inura
royleanane . are similar to condcytone tur withoui the oxidaiion of tie CZG and
C19 methyl groups. 6,7-Dehydroroyleanone has a G-membered B ring, but the
chromnopporac proup 323 ddeniical 90 TYhatl pi dceiexvne. The speciral parameivrs
are similar, xm(EtOH) 213, 245(sh), 329, 455 mm; IR, ¥, 3340, 1660, 1635, 1615(sh
cem~L, Iosiexzone SLrears io ke ar sxampls of 2 new diiterpens ring sysiem.
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