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Abstract: Six polymethoxylated flavonoids were isolated from ethyl acetate fraction of ethanol extracts from Vitex
rotundifolia Linn. f. fruit, and their structures were identified by NMR and MS methods, and cytotoxic activity of six
compounds are analyzed by MTT method. The six compounds are oroxylin A (1), chrysosplenol-D (2), casticin (3),
artemetin (4), persicogenin (5) and 5,3'-dihydroxy-6,7 ,4’-trimethoxyflavanone (6). In which, persicogenin is isolated
from V. rotundifolia for the first time. Oroxylin A, casticin, artemetin and 5,3’-dihydroxy-6,7 ,4'-trimethoxyflavanone can
inhibit proliferation of human liver cancer cell line HepG2 in witro, and their ICy, is 11.90, 12. 54, 13. 69 and
11.76 pmol - L™
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, respectively, showing that the four compounds have a certain cytotoxic activity.
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2.1 EMENETE

AW 1R EETCERE AR, EI-MS m/z.284[M]* ' H-
NMR (500 MHz, CDCI, ) 6:13. 00 (1H,s,5-OH),7. 88 (2H,
brdd, /=8.0, 2.0 Hz, H-2",6"),7.53(3H,m,H-3",4",5"),
6.66(1H,s,H-8),6.61 (1H,s,H-3),6.57(1H,brs,7-0H) ,
4.05(3H,s,6-0CH,) ; "C-NMR (125 MHz, CDCl,) §: 164. 1
(C-2),105.2(C-3),183.0(C-4),153.2(C=5),131.3(C-
6),155.2(C=7),93.5(C=8),152.1(C=9),105.9(C-10),
130.4(C-1"), 126.3(C=2",6"), 129.1(C-3",5"),131.9(C-
4"),60.9(6-0CH,) , ZILEWHIAMFIE N 11, H-NMR &
HEL 1 AR A 2 A BT /A ME S, D C-NMR 3% H
1S MRAE S P 1A RIS R ] R B
LAY, IF B H-NMR 3% B 5 7 B L R IE (5 5 . S ISk
(81 %% BN T E4LER A( oroxylin A)

G 2 IR E O TCE RN K, EI-MS m/z:360[ M]* ' H-
NMR (500 MHz,DMSO-d, )8:12. 68 (1H,s,5-0H) ,7. 60 (1H,
brs,H-2") ,7.50(1H,d,J=8.0 Hz,H-6") ,6.91(1H,d,J=8.0
Hz,H-5') ,6.87 (1H,s,H-8),3.92(3H,s,7-0CH,),3. 79
(3H,s,3-0CH, ) ,3.73(3H,s,6-0CH, ) ;* C—NMR ( 125 MHz,
DMS0-d, )8:156.3(C-2),137.7(C=3),178.2(C-4),151.8
(C-5),131.7(C-6),158.7(C-7) ,91.4(C-8),151.5(C-9),

105.6(C=10),121.0(C-1"),115.3(C=2"),145.4(C=3"),
146.4(C-4") ,115.8(C-5"),120.3(C-6'),59.7(3-0CH, ) ,
60.2(6-0CH;) ,56.6(7-0CH,) , ZBICHR[9] L ZIEY
AR HREL ( chrysosplenol-D)

EY 3 IR ECTCE R AR, EI-MS m/z.374[M]* ' H-
NMR (500 MHz,CDCL,) 6:12.52(1H,s,5-0H) ,7.63(1H, dd,
J=8.6,1.6 Hz,H-6') ,7.60 (1H,brs, H-2") ,6.95(1H,d, J=
8.6 Hz,H-5") ,6.41(1H,s,H-8) ,3.90(3H,s,6-0CH, ) ,3. 87
(3H,s,7-0CH,),3. 84 (3H,s,3-0CH,;),3. 78 (3H, 5,4’ -
OCH,) ;" C-NMR (125 MHz,CDCL,) 8 154.7(C-2), 137.9
(C-3),177.9(C=4),151.6 (C=5),131.2(C=6) ,157. 8 (C-
7),89.4(C-8),151.3(C=9),105.5(C-10),122.5(C-1"),
109.4(C-2"),144.5(C=3"),147.8(C=-4"),113.4(C-5"),
120.5(C-6"),59. 8 (6-0CH,),59. 1 (7-0CH,),55.3(3-
OCH,),55.0(4'-0CH;) , ZHRICHE[10] X b BY N &
AEHIFE (casticin) ,

LAY 4 R E I E TR K ESI-MS m/z:389[ M+H] ",
"H-NMR (500 MHz, DMSO-d, ) 8:12.60(1H,s,5-0H) ,7.72
(1H,dd,J=8.5,2.0 Hz,H-6") ,7.65(1H,d,J=2.0 Hz, H-
2'),7.15(1H,d,J=8.5 Hz,H-5"),6.92(1H,s,H-8),3.91
(3H,s,6-0CH,),3.85(3H,s,7-0CH,),3. 84 (3H,s,3 -
OCH,),3.80(3H,s,4'-0CH, ) ,3.72(3H,s,3'-0CH, ) ;" C-
NMR(125 MHz, DMSO-d,) 6: 155.6(C-2),138.2(C-3),
178.3(C-4),151.9(C-5),131.8(C-6),158.7(C-7),91.7
(C-8),151.5(C=9),105.7(C=10),122.2(C=1"),111.5(C-
2'),148.6(C=3"),151.4(C=4'),111.8(C=5"),122.2(C-
6'),59.9(3-0CH,) ,60.2(6-0CH,),56.6(7-0CH,),55. 8
(3',4'-0CH,), ZHIXM [N ] EEZILEYNEER
(artemetin)

a8 5 R 85 0 T E B R, EI-MS m/z:316[M]*,'H=-
NMR (500 MHz,CDCL,) 6:12.01(1H, s, 5-OH),7.05(1H,d,
J=2.0 Hz,H-2") ,6.93(1H,dd, /=8.3,2.0 Hz,H-6") ,6. 88
(1H,d,J=8.3 Hz,H-5"),6.07(1H,d,J=2.0 Hz,H-8) ,6.04
(1H,d,J=2.0 Hz,H-6),5.33(1H,dd, J=13.0,3.0 Hz,H-
2),3.92(3H,s,4'-0CH, ) ,3.80(3H,s,7-0CH,) ,3. 08 (1H,
dd,J=17.0,13.0 Hz,H-3a),2.79(dd,J=17.0,3.0 Hz,H-
3b) ;"*C-NMR(125 MHz,CDCL,) 6:78.9(C-2),43.2(C-3),
195.9(C-4),164.2(C=5),95.1(C=6), 168.0(C=7), 94.2
(C-8),162.9(C-9),105.3(C-10),131.7(C-1"),110.7( C-
2'),147.1(C=3"),146.0(C=4') ,112.7(C=5"),118. 1 (C-
6'),55.6(7-0CH,) ,56.1(4'-0CH, ) , ZMICHk[12] % &%
AWk K 2R (persicogenin)

A 6 IR E T E R K, EI-MS m/z:286[ M] "' H-
NMR (500 MHz,CDCL,) 6:11.86(1H,s,5-0H) ,7.05(1H, d,
J=2.0 Hz,H-2') ,6.93(1H,dd, J=8.3,2.0 Hz,H-6") ,6. 88
(1H,d,J=8.3 Hz,H-5") ,6.10(1H,s,H-8),5.32(1H,dd, /=



120

LENE7/ I AR RS N N

13.1,3.0 Hz,H-2),3.92(3H,s,7-0CH, ) ,3. 87 (3H,s,6—
OCH,),3.84(3H,s,4'-0CH,),3.08 (1H,dd, J=17.2,13. 1
Hz,H-3a),2.79(dd,J=17.2,3.0 Hz,H-3b) ;"> C-NMR (100
MHz,CDCL,) 8:79.3(C-2),43.2(C-3),196.5(C-4),155.0
(C-5),130.7(C-6),160.9(C-7),91.72(C-8),158.7(C-
9),103.2(C-10),131.6 (C-1"),110. 7(C-2"),147.0(C-
3'),146.0(C-4") , 112.7(C-5"),118.1(C—-6"),60. 9 (6 -
OCH,) ,56.1(7-0CH, ) ,56.2(4'-0CH,), ZM3CHk[13] %
FEZAEY NS5 ,3 - BH-6,7,4 - =F AL L (5,3'-
dihydroxy-6,7 ,4’-trimethoxyflavanone ) .
2.2 MBaEHEEST
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3 % Y
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M AR R R R MR R 5,3 - R -6,7 4 - =
SEHETBE I, FE bk B R O R oy AR B E i
MTT RS EDE , TIRACER A SRR SR 5,
3'-TRH-6,7 4 — = VAL B e i X R 40 g Ak HepG2
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