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Abstract: To investigate the chemical constituents of Anisodus tanguticus, silica gel column chromatography,
Sephadex LH-20 column chromatography, preparative thin layer chromatography, and semi-preparative HPLC
were used to separate and purify the chemical constituents from the extract of A. tanguticus. The planar structure of
the isolated compound was identified by HRMS, IR, and 2D NMR experiments. The absolute configuration of
the isolated compound was determined by a combination of NOESY, coupling constant, circular dichroism (CD),
and transition metal chelate reagent dimolybdenum tetraacetate [Mo,(OAc),] -induced circular dichroism (ICD)
data analysis. A new compound of the anisotane-type sesquiterpene (1) was isolated, which was determined to be
(1R,2S8,3R,4R,6R,TR,9R) -anisotane-11(13)-ene-3,4,9-triol and named anisotanol F. This is the second report of
anisotane-type sesquiterpene, which has previously been reported as a novel sesquiterpenoid skeleton by our
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research group. Furthermore, the cytotoxicity against HUVECs and inhibitory effect on NO release in LPS-induced

RAW264.7 cells of compound 1 were investigated. However, the results showed that it was inactive. Compound 1

is a new compound isolated from 4. tanguticus. It belongs to the unusual anisotane-type sesquiterpene. This result

enriches the chemical composition of A. tanguticus.

Key words: Anisodus tanguticus; isolation and identification; new compound; absolute configuration; sesqui-

terpene

iR LB 5 JE A W WL B 5 Anisodus tanguticus
(Maxim.) Pascher, 8% FR/ERE M1 2, 75+ [ P4 R X
o3 AR ELET iz, an DY )t B Bl B B, s
P9 H SO FIRT AU Sy 32 B oA i L B AR S R
25, VIR N2, BA & A 93 1Em 1k i A LA
F, A W1 Y 1148 98k 245 0 A )2, A2 11 PR 3 i
TIRIT IR B W 2%, B A eh & D ReE | JIHE 8 dE |
JIFL 235 4 S5 , e N B B A D L R L ) B
PP Y. G ERAT R LR A B L AL S
M /NARCERAE Bt LA T B B0 M98 JHE A s i =1 4 43
R T 1R 24 ERVE P o Crp L R 24 ) U YA Gk 24 BT 3
3, WRERESH FE WAV, b B R E
B BT 46 it 0 ARG 2= 5T 2 AR T AE
F R A, HAR R G0 B TR A Y T S R TE A X
o BB, AR PR LB 55 b 43 B AR B — R YH A
B 443 2F 5 1k &4 anisotanols A~D, i 4 N anisotane
TUA% i, I P anisotanol C 2 3HL HY B 2 ¥ Bt I8 A4 Bl
TETES . ARk EE R 2 Mo B AR SRS T
B, NIl 5 b 7y B %558 1 — /ST 8L anisotane B4 £%
F 64k A W, IR 45 #4955 anisotanol C AR BL, HE M 3 Af
e B PUILE 2L BUEYE, IRAk, £ mE 8 sy B Sy
P RAEF, AW TR 3R A3 T A S EAT 1 i
Az BORIATL 2 i 1 PRATT

HZHR51R
a1 AtlERRR, HiET FEE . NS

AHLEF . EECRE [ a2 -42.0 (¢ 0.28, MeOH). HR#E
HESr T8 7% (+)-HR-ESI-MS m/z: 261.145 8 [M+Na]"
(TH5AH N €, H,,0,Na, 261.146 7), Tl L &I HI 5 T
{N C H,,0,, AR 4. UV LIS Bz &0
B KA K AE 193 nm &b. TR v 3 329, 2 923,
2855, 1644, 1459, 1413, 1261, 1 022, 899, 796 cm™,
7E 3 329 om' b H B T ARFAE 14 14D 5 1T i T PR LA e, E S
THEY T AT REAFAEE FRHE, 1 644 cm™ Kbt IR 32
AL W) R ORT R AE LE XUBE Y RE H] . 7E°C NMR Al
DEPT i B R iZ b &V ILH 14N RE S, TTHE N2
ANFIE (44N FE [ 1AM BR (O, 108.7)].5 MK

HOEE [ 2 NI SEUBURK (6, 72.5, 78.8)] F1 3 A ZE Bk
(& VAT (0, 82.9) A 1A KUK (0, 151.6)]
{55 (% 1). 'HNMR%AHSQC 15 5 B n 3Gk
M55 [0, 3.27 (1H, 5).3.59 (1H, d) f13.63 (1H, d)]. 1
AR AE O 5 M 3545 5 [0, 1.76 (3H, brs). 4.66 (1H,
brs) M14.95 (1H, brs)] 1 Mz T =137 R #9304 e v
BifE 5 [0, 091 (1H, dd, J = 4.8, 3.6 Hz) 1 1.68 (1H,
dt, J=9.6, 3.6 Hz)]. 1 ™ I XIE(E 5 [0, 1.15 (3H, d,
J=6.6 Hz)] LA Z A EEAR P IAE 5. 0 A%
s b R L, 1 &Y 1 7] BEA anisotane B £i% 2=, H.
4544 5 4k A4 anisotanol BYAR{EL. N T #E— D etk
EMIEER, #4177 2D NMR 525 . 'H-"H COSY i
7K Hy-14/H-2 \H-2/H-3 \H-3/H-4 \H-4/H,-5 .H,-5/H-6 .
H-6/H-7 H-7/H,-8 #1 K5 5, KW &5 1 o & A 1 22 1)
R EEERR (B ). 'H-'H COSY WM K5 544
HMBC i &, H,-14 f1 C-3.C-4, H-3/OH-3, H-4/OH-4 [
ARV T 7E C-2.C-3 I C-4 oy &R T — N H
FE AP F2HE . HMBC i, H,-13 1 C-9.C-11.C-12
K5 Hy-8H,-10H,-12 F1 C-9 A 3%, BIIE T 5 74 6 2
Table 1 'H NMR (600 MHz, acetone-d,) and "C NMR data
(150 MHz, acetone-d,) of compound 1

No. Oy oc
1 - 359
2 1.82 (1H, dq, J=9.6, 6.6 Hz) 39.2
3 2.62 (1H, td, J = 9.6, 3.6 Hz) 78.8
4 3.27 (1H, m) 72.5
5 1.14 (1H, ddd, J=13.8, 12.0, 3.6 Hz) 34.0
2.31 (1H, ddd, J=13.8, 9.6, 6.0 Hz)
6 1.68 (1H, dt, J=9.6, 3.6 Hz) 21.0
7 0.91 (1H, dd, J=4.8, 3.6 Hz) 30.5
8 1.75 (1H, d, J=13.8 Hz) 42.6
2.19 (1H, dd, J = 13.8, 4.8 Hz)
9 - 82.9
10 1.60 (1H, d, J=13.8 Hz) 452
2.30 (1H, d, J= 13.8 Hz)
11 - 151.6
12 4.66 (1H, brs) 108.7
4.95 (1H, brs)
13 1.76 (3H, brs) 19.6
14 1.15 (3H, d, J = 6.6 Hz) 15.6

OH-3 3.63 (d,J=3.6 Hz) -
OH-4  3.59(d,J=3.6 Hz) -
OH-9  327(s) -
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Figure 1 Key HMBC, 'H-'H COSY, and NOESY correlations of

compound 1
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Figure 2 Mo,(OAc),-induced CD spectrum of compound 1
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Figure 3 Experimental and calculated ECD spectra of compound 1
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