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A new cadinane-type sesquiterpenoid from Commiphora myrrha
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HUO Hui-xia, TU Peng-fei’, LI Jun”

(Modern Research Center for Traditional Chinese Medicine, School of Chinese Materia Medica, Beijing University of
Chinese Medicine, Beijing 100029, China)

Abstract: Five cadinane-type sesquiterpenoids were isolated from the n-hexane extract of Commiphora
myrrha by using various chromatographic techniques, including silica gel, ODS and semi-preparative HPLC. Their
structures were identified by physicochemical properties and spectroscopic data. These compounds were defined as
(3S,4R)-3,9-dimethoxymyrrhone (1), 9-methoxymyrrhone (2), myrrhone (3), commiterpene B (4) and comosone II
(5). Compound 1 is a new compound, of which the absolute configuration was established by single crystal X-ray

crystallographic analysis. Compound 5 is firstly isolated from the Commiphora genus.
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Figure 1 Chemical structures of compounds 1-5
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Table 1 H (500 MHz) and *C (125 MHz) NMR data of compound 1 (CDCI,)

No. oy mult. (J in Hz) o, type No. oy mult. (J in Hz) o, type
1 127.1,C 9 142.7,C
2 199.6, C 10 128.6,C
3 3.60 (d, 10.5) 88.1, CH 1 117.3,C
4 2.43 (m) 35.5, CH 12 7.37(q, 1.5) 142.2, CH
5 Ha: 3.61 (dd, 17.5, 9.5) 33.7,CH, 13 2.39(d, 1.5) 11.2, CH,
Hb: 2.99 (dd, 17.5, 9.5) 14 1.22 (d, 6.5) 18.4, CH,
6 1334,C 15 2.58 (brs) 13.5, CH,
7 125.7,C 3-OCH, 3.56 (s) 59.2, CH,
8 150.2, C 9-OCH, 3.99 (s) 61.0, CH,
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3.49 (1H, m, H-5a), 3.98 (3H, s, 9-OCH,), 7.37 (1H, q,
J = 1.5 Hz, H-12); *C NMR (CDCl,, 125 MHz) §: 127.7
(C-1), 200.2 (C-2), 49.0 (C-3), 30.2 (C-4), 35.5 (C-5),
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2.72 (1H, m, H-3b), 2.87 (1H, dd, J = 16.5, 10.5 Hz, H-5a),
3.53 (1H, dd, J = 16.5, 4.0 Hz, H-5b), 7.26 (1H, br s, H-9),
7.33(1H,q,J =1.5Hz, H-12); *C NMR (CDCl,, 125 MHz)
5: 138.7 (C-1), 199.9 (C-2), 49.0 (C-3), 30.0 (C-4), 35.8
(C-5), 140.8 (C-6), 124.4 (C-7), 157.3 (C-8), 113.3 (C-9),
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m, H-38), 2.47 (3H, s, H,-15), 2.52 (1H, m, H-4p), 3.36
(3H, s, 2-OCH,), 4.65 (1H, t, J = 7.0 Hz, H-2a), 6.04
(1H, d, J = 3.0 Hz, H-5a), 7.30 (1H, s, H-9), 7.32 (1H, s,
H-12); *C NMR (CDCl,, 125 MHz) &: 130.4 (C-1), 72.8
(C-2), 29.8 (C-3), 31.2 (C-4), 73.0 (C-5), 126.5 (C-6),
125.4 (C-7), 155.7 (C-8), 114.5 (C-9), 135.6 (C-10),
115.8 (C-11), 142.1 (C-12), 10.5 (C-13), 17.4 (C-14),
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2.20 (1H, m, H-2a), 2.74 (1H, m, H-1), 3.75 (1H, br s, H-6),
4.92 (1H, brs, H-5), 5.89 (1H, s, H-9); *C NMR (CDCl,,
125 MHz) 6: 38.4 (C-1), 25.5 (C-2), 26.2 (C-3), 135.2
(C-4), 122.1 (C-5), 39.9 (C-6), 133.7 (C-7), 191.9 (C-8),
130.9 (C-9), 158.6 (C-10), 141.8 (C-11), 23.2 (C-12),
22.0 (C-13), 21.0 (C-14), 23.6 (C-15). LI F¥i#5 5
MR DO T8 5k AR — B, WU e 16 &0 comosone 1.
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