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1
1.1 NMR Bruker AV 300M Hz ,CCl3D ,TMS ,
MS  Auto spec- 3000 , XT- 4 ( ).
,TLC GF254 ) (Aconitum habaense W. T.

Wang) 2001 8 , )
1.2 6 kg 5 ( 4d) ,

66.65,75.69,291. 56 g. , / , 7

3 6 / / , / / , 8
2
2.1 1 CasHuNOgo, El- MS m/ z:643 [M]* ;*H NMR (300 MHz ,CDd3) & :7.97

(2H,d,J=8.8Hz,H-2 6) ,6.89(2H,d,J=8.8 Hz,H- 3 ,5) ,4.85(1H,d,J=5.0 Hz,H- 18) ,3.94
(1H,d,J=6.7Hz,H - 6) ,3.84(3H,s,Ar - OCHs) ,3.50,3.25,3.23,3.12( 3H,s,4 x OCHs) ,1.30
(3H,s,0COCHs) ,1.06(3H ,t ,J=7.2 Hz ,H- 21) ;**C NMR(75 MHz ,CDC3) & :84.1(C- 1) ,26.7(C-
2) ,35.2(C- 3) ,39.5(C- 4) ,49.4(C- 5) ,83.4(C- 6) ,45.5(C- 7) ,85.9(C- 8) ,49.9(C- 9) ,41.4(C
- 10) ,50.5(C- 11) ,36.2(C- 12) ,75.2(C- 13) ,78.9(C- 14) ,39.7(C- 15) ,84.1(C- 16) ,62.3(C-
17) ,80.8(C- 18) ,54.0(C- 19) ,49.9(C- 20) ,13.8(C- 21) ,59.4,59.0,58.1,56.4 ,55.8(5 x OCH3) ,
123.1(C- 1') ,132.0(C- 2 ,6) ,114.1(C- 3 5) ,163.8(C- 4) ,166.4(C- 7) ,170. 1(OCOCHs) ,22.0
(OCOCHs3) . (crassicauline A) 2 1

2.2 2 CaHaNOg, El- MS m/ z:613[M]* ,*H NMR(300 MHz ,CDO3) & :8.05(2H ,
dd,J=7.3,1.4Hz,H- 2 ,H-6) ,7.55(1H,m ,H- 4) ,7.43(2H,dd,J=7.8,7.3 Hz,H- 3 ,H- §5) ,
4.90(1H,d,J=5.0 Hz ,H14-B) ,3.52,3.14,3.27,3.25( 3H,s,4 x OCH3) ,1.27(3H,s,0COCHs) ,
1.08(3H,J =7.2 Hz ,H- 21) ;"®*C NMR(75 MHz ,CDO3) & :85.4(C- 1) ,26.7(C- 2) ,35.5(C- 3) ,39.5
(C- 4) 49.9(C- 5) ,83.4(C- 6) ,49.5(C- 7) ,85.6(C- 8) ,45.5(C- 9) ,41.4(C- 10) ,50.1(C- 11) ,
36.2(C- 12) ,75.2(C- 13) ,79.2(C- 14) ,39.7(C- 15) ,84.4(C- 16) ,62.4(C- 17) ,80.3(C- 18) ,54.0
(C- 19) ,49.9(C- 20) ,13.8(C- 21) ,59.4,59.0,58.1,56.4 (4 x OCH3) ,130.6(C- 1') ,130.1(C- 2 ,
6) ,128.9(C- 3 ,5) ,133.4(C- 4) ,166.4(C- 7') ,170. 2(OCOCHs) ,22.0(OCOCHs3) .
(chasmaconitine) (6.7 2 .

2.3 3 CssHaNOy, ,El- MS m/ z:659 [M]* ,"H NMR (300 MHz ,CDCl3) & :7.94
(2H,d,J=8.3Hz,H-2 ,6) ,6.86(2H,d,J=8.3Hz,H- 3 ,5) ,4.79(1H,d,J=4.7 Hz,H- 18) ,3.96
(1H,d,J=6.2Hz ,H- ) ,3.59(3H,s,Ar - OCHs) ,3.47,3.22,3.18,3.09( 3H,s,4 x OCHs) ,1.26
(3H,s,0COCH3) ,1.03(3H ,t ,J =6.9 Hz ,H - 21) ;**C NMR(75 MHz ,CDO3) & :83.5(C- 1) ,34.0(C-
2) ,71.7(C- 3) ,43.6(C- 4) 45.1(C- 5) ,82.6(C- 6) ,49.1(C- 7) ,85.9(C- 8) ,45.1(C- 9) ,41.1(C
- 10) ,50.6(C- 11) ,35.6(C- 12) ,75.1(C- 13) ,78.9(C- 14) ,39.9(C- 15) ,83.9(C- 16) ,62.0(C-
17) ,77.0(C- 18) ,49.2(C- 19) ,47.7(C- 20) ,13.7(C- 21) ,59.5,59.1,58.1,56. 2 ,55. 8(5 x OCH3) ,
122.9(C- 1') ,132.0(C- 2 ,6) ,114.1(C- 3 ,5) ,163.8(C- 4') ,166.4(C- 7) ,170.3(OCOCHs) ,22.0
(OCOCHs) . (yunaconitine) 81, 3
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2.4 4 Ca4HaNOyg, ,El- MS m/ 2:629[M]* ,*"H NMR (300 MHz ,CDd3) & :8.03
(2H,dd,J=7.31.4Hz,H- 2 ,H-6) ,7.55(1H ,m,H- 4) ,7.41(2H ,dd,J=7.8,7.3 Hz,H- 3 ,H-
5) ,4.87(1H,d,J=5.0Hz ,H- 1) ,3.52,3.26 ,3.22,3.13( 3H,s,4 xOCHjs) ,1.26(3H ,s,0COCH) ,
1.07(3H ,t ,J=7.1Hz ,H- 21) ;®®*C NMR(75 MHz ,CDC3) & :83.9(C- 1) ,35.6(C- 2) ,71.9(C- 3) ,
43.6(C- 4) 49.1(C- 5) ,82.7(C- 6) ,49.1(C- 7) ,86.0(C- 8) ,47.8(C- 9) ,41.2(C- 10) ,50.6(C-
11) ,34.0(C- 12) ,75.1(C- 13) ,79.2(C- 14) ,40.0(C- 15) ,83.5(C- 16) ,62.1(C- 17) ,77.3(C- 18) ,
49.2(C- 19) ,47.8(C- 20) ,13.7(C- 21) ,59.4,59.0,58.1,56.4 (4 x OCHs) ,130.5(C- 1') ,130.1(C-
2 6),128.9(C- 3 5) ,133.5(C- 4) ,166.7(C- 7) ,170.2(OCOCHs) ,21.9(OCOCHs) .
(indaconitine) (e 4

2.5 5 CaHaNOs, ,m.p. 134 136 ,El- MS m/ z:421 [M]" *H NMR(300 MHz,
CDCl3) & :4.77(H ,d,J=4.9Hz ,H- 18) ,3.34,3.29,3.26( 3H,s,3xOCHs;) ,3.10,3.01( 1H,J=
9.0,H- 18) ,1.05(3H,t,J=7.1,H- 21) ;"*C NMR(75 MHz,CDC3) & :86.7(C- 1) ,25.1(C- 2) ,33.1
(C-3) ,39.0(C- 4) ,37.9(C- 5) ,26.2(C- 6) ,46.2(C- 7) ,73.2(C- 8) ,47.3(C- 9) ,46.3(C- 10) ,
49.1(C- 11) ,28.0(C- 12) ,46.4(C- 13) ,75.9(C- 14) ,38.7(C- 15) ,82.6(C- 16) ,63.3(C- 17) ,79.8
(C- 18) ,53.5(C- 19) ,49.9(C- 20) ,14.1(C- 21) ,59.8,56.8 ,56.6(3 x OCHj) .

(talatizamine) (10.11] 5 .
2.6 6 , CgHgOs,m.p.183 185 ,El- MS m/ z:152 [M]* *H NMR(300
MHz ,CDCl3) & :8.07 (2H,d,J =8.9 Hz,H- 2,6) ,6.95(2H,d,J =8.9 Hz,H - 3,5) ,3.88(3H,s,
OCHsz) ;®*C NMR(75 MHz ,CDd3) & :122.6(C- 1) ,132.0(C- 2,6) ,113.6(C- 3,5) ,163.5(C- 4) ,
169. 1(COOH) ,55.4(OCHj) . (121 6 .
2.7 7 , CoH1004 ,m.p.180 182 ,El- MS m/ z:182 [M]" ,*H NMR(300
MHz ,CDO3) & :7.66(1H ,dd,J =8.5,1.9 Hz ,H- 6) ,7.54(1H,d,J=1.9 Hz ,H- 2) ,6.98(1H,d,J=8.5
Hz,H- 5) ,3.88,3.85( 3H,s,2 xOCHz) ;**C NMR(75 MHz,CDC3)d :122.4(C- 1) ,117.5(C- 2) ,
145.3(C- 3) ,150.8(C- 4) ,115.7(C- 5) ,123.9(C- 6) ,56.4 ,56.3(2 x OCH3) ,169. 4(COOH) .

sl 7 34-
2.8 8 ,m.p.136 137 , B - : :
(TLO) Ry : 8 B-
3
| [14]
13 1
, 3 y 3 v )
3 y )
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Chemica constituentsof Aconitum habaense

YANG Shu'?, YANG Xiao-dong' , YANGJin*, ZHAO Jingfeng', L | Liang"
(1. Key Labhoratory of Medicina Chemistry for Natural Resurces( Yunnan Univerdty) ,Minisry of Education,
Yunnan Universty , Kunming 650091 ,China;
2. College of Fundamenta and Information Engineering, Yannan Agriculture Univerdty , Kunming 650201 ,China)

Abstract : The chemica congtituentsof Aconitum habaense were studied and eight compounds were -
lated by dlica column chromatography. The structures of theses compounds were €l ucidated as crasscauline A
(1) ,chasmaconitine(2) ,yunaconitine(3) ,indaconitine(4) ,talatizamine(5) ,4- methoxybenzoic acid (6) ,3 ,4-
di methoxybenzoic acid (7) andB-sitosterol (8) by spectra methods. All compounds above were iolated from
this plant for the first time.

Key words: Aconitum habaense;chemica congtituents;diterpenoid a kaloids

( 282 )

Abstract : Comparative molecular field anayss (CoM FA) was performed to study 3D-QSAR of ( E)-4
cinnamoyloxy-3- methoxystyrene derivatives with biological activity inorder to give a theoretica bassto desgn
novel more effective enzyme dual inhibitor. In thisanalyds,the cross validated coefficient R%y wasfound to be
0.639 ,non-cross validated coefficient r* and the standard deviation SEE was 0. 744 and 0. 148 respectively ,
and F was 198. 355. The CoM FA model s for twenty four of ( E)-4-cinnamoyloxy-3- methoxystyrene derivar
tives showed the good relationship between steric and electrostatic properties with anti-inflammatory activity ,
which were very helpful for desgning novel compounds as 5-lipoxygenase/ cyclooxygenase inhibitor.

Key words: 5lipoxygenase/ cyclooxygenase inhibitor ; comparative molecular field andyss (CoMFA) ;
( E)-4-cinnamoyloxy-3- methoxystyrenes



