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Abstract: A new [7,10: 1,5]-patchoulane-type sesquiterpenoid was isolated and purified by silica gel column
chromatography, medium pressure liquid chromatography, and semi-preparative high performance liquid chroma-
tography. Based on IR, HR-ESI-MS, NMR, and X-single crystal diffraction data analyses, compound 1 was deter-
mined to be (-)-(35,4R,5R,7R,10R)-[7,10: 1,5]patchoul-1(2)-en-3,4-diol. It showed an inhibitory effect on LPS-
induced NO production in RAW264.7 cells.
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£ H o708 CH,,0, NMEFE N4, IRy, 3368,
2952, 2918, 2 851, 1 591, 1 455, 1 376, 1 166, 998,
973,899, 841,719 cm™ . L&Y 1 1) 'H NMR i 7R
I MEEAES 6,497 (IH, brs). | MER K FIRE T
4.36 (1H, brs).4 I F 5£{5 5 [0.86 (3H, 5)-0.87 (3H, s)-
0.98 (3H, 5)-1.23 (3H, s)], LA & £ /™ Ab T w37 1 0 H 3
K H IS 5 0, 1.28~2.48 (R 1). °C NMR 1 DEPT
W R IS MAE 5 4 D HIE S (0. 24.8.24.4.20.3.
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H,-8/H,-9 #H 5¢, i€ T 2 MHEM R T & 7 B (B
1). £ HMBC i, H-2 5 C-3.C-4 fll C-5 #1 5%, H,-6
5 C-4f1C-8 #15%, H-12 5 C-10 f1 C-11 K155, H,-13 5
C-10 I C-11 /2%, H-14 5 C-3.C-4 fI C-5 #H%, H,-15
5 C-1.C-9.C-10f1 C-11 4% (EI 1), it — e &
YDV T 4549 9 [7,10:1,5]patchoul-1(2)-en-3,4-diol .

Table 1 'H NMR (600 MHz) and “C NMR (150 MHz) data of
compound 1 in acetone-d,. J in Hz
No. Oy O
1 — 154.9
2 4.97 (brs) 119.7
3 4.36 (brs) 82.6
4 — 79.4
5 2.48 (dd, 10.2, 8.4) 48.3
6 1.28 (ddd, 12.0, 8.4, 3.6); 2.12 (m) 26.8
7 1.82 (m) 47.1
8 1.97 (m); 1.51 (m) 27.6
9 1.49 (m); 1.68 (m) 37.1
10 — 47.0
11 — 45.1
12 0.87 (s) 24.4
13 0.86 (s) 203
14 1.23 (s) 24.8
15 0.98 (s) 16.6
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Figure 1  Structure and key HMBC, 'H-'H COSY, and NOESY

correlations of compound 1
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5 H-5 ¢ (1), o LLHE W H-3 H-5 7] 5 5 H-14 A
I EM, OH-3 5 OH-4 Mt #F—35 R X-4f 2k
LR AT S AT (CuKa B8 5F) B & 740 &9 1 465 1
K 35,4R,5R, 7R, 10R [Flack parameter = 0.10(9)] (K
2). B, &P 1S5 % % 9 (-)-(3S,4R,5R, TR,
10R)-[7,10:1,5]patchoul-1(2)-en-3,4-diol,

Figure 2 X-ray crystal structure of compound 1

& W1 1 Xeray 55 A7 9 808 - CH,,0,, M =
236.34, monoclinic, a = 11.364 0 (5) A, b= 8.404 5 (4) A,
c=143133(6) A, & =90.00°, f=92.580 (2)°, y = 90.00°,
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V=1365.66 (11) A°, T=130 (2) K, space group P2,, Z=
4, u(CuKe) = 0.578 mm™, 258 04 reflections measured,
552 3 independent reflections (R,, = 0.052 3). The final
R, values were 0.033 8 [/ > 20(1)]. The final wR(F") values
were 0.082 1 [/ > 2a([)]. The final R, values were 0.037 1
(all data). The final wR(F”) values were 0.084 0 (all data).
The goodness of fit on F* was 1.040. Flack parameter =
0.10(9). CCDC number: 2 160 335,
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Figure 3 A: Effects of compound 1 on the survival rate of

normal RAW264.7 cells; B: The content of NO in LPS-induced
RAW264.7 cells (right). "P < 0.05 vs LPS treatment group; P <

0.01 vs control
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2vwl); AE 200 LR (1 E Motic A A]).
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Al); B S Ul B4, it R R 35 9 2 A 4, T 3
R EL = A R A Al CCK-8 Wl & (L R4
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AW B AR A PR A 71); DMEM = 15 7% 5% | i 2F i i
(Gibco 2~ H]); AU 5 F2HR (Costar A 7).
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C,;H,,0,Na); 'H NMR (600 MHz, acetone-d,) F1"°C NMR
(150 MHz, acetone-d,) $#% W3 1.
3 ZHAEIAIEME LI

K H CCK-8 VLR AL &4 1 %F RAW264.7 41 i i%
I . B IR 25 5~ 8N H K Z 80% 4, LA
AL 5x10° A4t i 35 ) F2 0 T 96 FLAR, &L 100 pL, &
37 °C5% CO, i 7= 35 7% 24 he BN F s A 0] R
HAGSZH (F IR 78 3.13.6.25.12.5.25,
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