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Chemical Constituents Analysis of Fried Vaccaria segetalis
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[ Abstract ] Objective: To analyze chemical compositions in the seed of fried Vaccaria segetalis. Method ;
Compounds were isolated and purified by C,; reverse phase silica gel column chromatography, gel column
chromatography, polyamide column chromatography and preparative HPLC; Chemical structure was identified by
determining physico-chemical constants and UV, IR,'H-NMR,"” C-NMR, FAB-MS, et al. Result: Four
compounds were obtained and identified as (2S) -N, N, N- trimethyl tryptophane betabine, celereoin-6-C-
arabinose-glucopyranoside, vaccaria flavonoid glycosides ( apigenin-6-C-glucose-arabinose-4'-O-glucosiede ) ,
celereoin-6-C-double-glucopyranoside. Conclusion: Among them,(2S)-N, N, N- trimethyl tryptophane betabine
was first isolated from plants.
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IHCHAR B H ), Mercury-400 MHz #U % 4 3 ik
AL (VARIAN /A &) ) , Finnigan LTQFT BY i 1% 1% ( 3% 2k
TR BEEE 2N W), 1200 Y Ak M 6 &R S (
Agilent /A F] ) , WZZ-2S/2SS B %0 5 =L A 3 jiE )6 Y
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103 g, 28 K AL R AE 4 2, /K- B 3R 40 06 B 3k
(1:19,3:7,5:5,7:3) , 5 JF S BE-/K (1:19) BeBi Y
WA AT AL, WUBE CBE-K (32 7) BRI A O
a7 AR HI

Al Z M Co M5 0 B, B -0K 3R G
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1644 H-NMR 7 UL 1 4 455 305 (10 4k 2 43 8% 43
Wk 7.59(d,J=7.6 Hz),7.32(d,J =8.0 Hz),
7.15(t,J =7.6 Hz,7.8 Hz) 1 6.87(¢t,J =7.8 Hz,
7.6 Hz) , 5 21 41 56 3% i 4f Wi 75 4 o H-NMR 3% b iF
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ik s 1Bk (8166.9) ,8 A5 T Mk (6 41
Wk 109.3, 111.3, 118.1, 118.4, 120.8, 123.8,
127.1,136.0) , % —A4> 8 51. 0 ({65 0] $5 I Ky & L 2
- FEA ,6 23.2 ppm Wk B i CH, BB IE T B
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PR E (R e m/z 188 43 B S, [ o] L3 T
(28)-N, N, N- = H B8 5 iR P 8% o

IR (KBr) v, em™';3345, 2928, 1628, 1488,
1458 ,1396, 1356, 1078, 1044 ,959, 823 ,47,596,'H-
NMR (400 MHz,D,0) 6:3.17(9H,s,3 x CH,) ,3. 31
(2H,br s,H-8),3.66(1H,q,] =4.0,5.2 Hz,H9) ,
6.97(1H,t,J=7.2,6.8 Hz,H-5),7.05(1H,¢, ] =
6.8,7.2 Hz,H-6)7.15(1H,d,J =2.0 Hz, H-2),
7.31(1H,d,J =8,C-7),7.59(1H,d,] =7. 6 Hz, H-
4),10.85(1H,s,N-H) ,”"C-NMR (400 MHz,D,0) §:
166.9(C-11),136.0(C-7),27.1(C-4),123.8 (C-
2),120.8(C4),118.4(C-6),118.1(C-5),111.3
(C-7),109.3(C-3),78.8(C-11),51.0(C-9),23.2
(C-11),

&% 2 8K (H20-MeOH ), HR-
FABMS m/z; 565.1530 [ M+ H ],'H-NMR ( 500
MHz,CD,0D) §:2.92(1H,dd,J=1.2,12 .4 Hz) ,
3.10 ~3.70 (9H, m),3.8 (1H,dd, J =1.8,12.3
Hz) ,4.30(1H,d,J =6.4 Hz) ,4.74(1H,d,] =7.8
Hz) ,6.41(1H,s) ,6.53(1H,s) ,6.88(2H,d, ] =8.7
Hz),7.80(2H,d,J =8.7 Hz),"” C-NMR (500 M ,
CD,0D) 8:165.1(C-2),116.5(C-3),182.8(C-4),
162.4(C-5),109.5(C-6) ,164.1(C-7),94.2(C-8) ,
157.5(C9) ,104.5(C-10),121.9(C-1"),128.7(C-
2'),103.6 (C-3"), 106.8 (C-4"), 105.4 ( C-5"),
121.7(C-6"),74.3 (C-1"),80.4 (C-2"),73.2 ( C-
3"),71.8 (C-4") ,81.9(C-5"),105. 1 (C-1"),67.4
(€C2"),73.5(C-3"),73.0 (C4"),72.5 (C-5"),
65.3(C-6") . A5 3CHR I Kds xBTS
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k&% 3 &E @K K (H,0-MeOH ), HR-
FABMS m/z:727.2079[M +H],'H-NMR (500MHz,
CD,0D) 6:3.00 ~4.00(16H,m) ,4.22(1H,d,J =
6.7 Hz) ,4.35(1H,m) ,4.96 (1H,d,J =7.8 Hz),
5.10(1H,d,J =7.1 Hz),6.64(1H,s),6.89 (1H,
$),6.90(2H,d,J =8.7 Hz),7.88(2H,d,J =8.7
Hz) ,” C-NMR (500 M , CD,0D) §:162.5(C-2),
103.0(C-3),181.8(C-4),158.2(C-5),107.5(C-
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6),164.0(C-7),93.2(C-8),155.8(C-9),104.5(C-
10),120.9 (C-1"),127.3 (C-=2"), 114.0 (C-3"),
165.2(C-4"),115.2(C-5"),129.7(C-6"),75.8 (C-
1”),80.9(C-2"),77.5(C-3"),72.0(C-4") ,83.2(C-
5"),62.5(C-6"),102.9 (C-1"),71.5(C-2"),7.8
(C-3"),69.0 (C4"),74.1 (C-5"),60.8 (C-6"),
105.1(C-1"),66.5(C-2"),72.1(C-3""),72.0(C-
4" ,70.5( C-5"") o 5 3CHk B Kot x el e
EYI A EABITEIT (FTFR—6 —C —7H
ZPHE— B HiAf W5 -4 -0 B 1, vaccarin) .

k&Y 4 B4 H K, (H20-MeOH ) . HR-
FABMS m/z; 595.3251 [M + H ],'H-NMR ( 500
MHz,CD,0D) 6:4.05(1H,d,J =9.3 Hz) ,4 .10 ~
4.50 (7H,m) ,4.62 (3H,m),5.21 (1H,r,J =9.1
Hz),5.62 (1H,d,J=7.1Hz),5.82 (1H,d,J=7.6
Hz) ,6.91(1H,s),7.12 (2H,d,]J =8.5 Hz),7 .13
(1H,s),7 .83 (2H,d,J =8.5 Hz).,” C-NMR
(500M,CD,0D) §:164.7(C-2),116.8(C-3),182.9
(C-4),162.7(C-5),103.9(C-6) ,163.7(C-7) ,94.7
(C-8),157.2(C9),106.1(C-10),121.8 (C-1"),
128.7(C-2"),103.1(C-3"),111.8(C-4") ,105.4(C-
5'),128.9(C-6"),74.6 (C-1"),80.9 (C-2"),73.0
(C3"),71.2 (C4"),82.5(C-5"),68.3 (C-6"),
106. 1(C-1"),62.3(C-2"),73.5(C-3"),75. 1 (C-
4"),79.1(C-5") ,61.9(C-6") . 454 SCHR I 1% £ 4l
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