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A new 2,3-dioxoflavonoid from the aerial part of Hypericum perforatum
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Abstract: Phytochemical study of the aerial parts of Hypericum perforatum L. resulted in the isolation of an

undescribed compound, which was identified as Rel-(2S,3R)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-2-methoxy-
3- (2-oxopropyl)chroman-4-one (1) by spectroscopic methods including UV, IR, HR-ESI-MS, 1D and 2D NMR
spectra. Compound 1 is a new 2,3-dioxo-flavone with an acetonyl moiety, rarely found in nature. In addition, a

plausible biogenetic pathway of 1 was proposed in this article.
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Figure 1 The structure (left) and key HMBC (right) correlations
of 1
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Figure 2 A plausible biogenetic pathways for 1
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Table 1 'H NMR (300 MHz) and '*C NMR (100 MHz) data for 1 in Me,CO-d,
Position Type Oc 0, (J, Hz) Position Type Oc oy (J, Hz)
1 12 CH, 48.4 2.63 (d, 13.8, Ha)
2.47 (d, 13.8, Hb)
2 C 109.1 13 C 206.2
3 C 79.5 14 CH, 322 1.99 s
4 C 198.8 0 C 126.1
5 C 164.0 2! CH 115.4 7.22 (d, 2.0)
6 CH 97.7 6.05 (d, 2.1) 3! C 147.0
7 C 167.4 4 C 1453
8 CH 96.9 6.13 (d, 2.1) 5 CH 116.8 6.91(d, 8.4)
9 C 158.5 6' CH 121.4 7.12 (dd, 8.4, 2.0)
10 C 101.6 5-OH 11.17
11 CH, 51.2 2985 3-OH 4.93
SLIS R4y HPE30 (4 g) il i Sephadex LH-20 A% {71, 7 i ik — 54

Agilent1100 % %] LC/MSD Trap-SL Y Jii i X
(Agilent, Waldbronn, Germany); QSTAR Elite V4 #% T -
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AT I 5E NMR; W 5E T : 297 K, LUIEFIIE(S S1E N
W H%; JASCO P2000 H 3 % ht Jig St {X (JASCO, Tokyo,
Japan) I 2 Ji£ 6 ; JASCO V-650 43 )6 6 & il i UV
(JASCO); Nicolet 5700 {8 B - A5 6 21 7} 5 1% A (5 7k
i% B$v%) Ml %€ IR (Thermo Electron, Madison, WI, USA);
2 00 1 B GF,s, FAE (3 A B iR (100~200 H,
200~300 H) 187 B4k 0T 7= i R R
Sephadex LH-20 24 Pharmacia A ] = ii; Agilent 1100 1
Shimadzu LC-6AD {5 2 AH 5 1% { (YMC A 7] Pack
ODS-A C g fill % £, 20 mmx*250 mm, 5 um); 1 JH 2 #r
AR RN IR Wil b7 | A0 Y A S

T4 22 Bk 4 BT 2008 SR HB B4 B K 2R
X 55 1Ly, 2850 58 245 400 P K1) e 3802 4 o8 BT i 4 22 Bk
Hypericum perforatum L., Fr AR IAT T o [ & 22 L 22 Fi
2T T T R I BR A %, R A5 A No. ID-S-2250.
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VRS RIS T 77 P52 B 3.5 kgo KHR B BT 10 LK
WV &, LIRS 15 B/K I (HP-W) FIJK A% (HP-WN)
Pt or o AKASEE AL (170 g) ZHE A (200~300 H,
400 g) 3% 3 B, K A Tl T L 2R 2B TR B RN
FHE 3 e, (B ] S0 R0 A5 21 A B fY B I 4 (HP-PE,
HP-EtOAc, HP-A, HP-MeOH). HP-EtOAc (50 g) 4%k
JRe A €3 (200~300 H, 1000 g) A7 I Bk~ P Fli Ay 5t Jid 751)
HEAT BB FE TR 0L, 73 3 41 AN414> (HPE1-HPE41), 414>

Pi-HEE (5:501) NV AFE] 10 7.4 7 (HPE30a-
HE30j). HPE30h #4) (260 mg) 4 & 41k, J# ik HPLC
#l4 (YMC, W ¥ -7/K=55:45, 7 mL-min', A = 254 nm)
ERE A1 (3 me).
2 HEE

a1 BEOFEAK. UV (MeOH) A, (loge):
209 (3.75)~ 290 (3.47).331 (2.94) nm; IR v, 3 354
(brs)<1701.1 637.1 5111 471.1293.1 163,829,
784 cm™'; "TH NMR (CD,COCD;, 300 MHz) and *C NMR
(CD;COCD;, 100 MHz) L% 1; (+)-ESI-MS m/z 391.1
[M+H]", 413.2 [M+Na]", (-)-ESI-MS m/z 389.2 [M-H],
779.2 [2M-H] ; 772N C iH,40y; (+)-HR-ESI-MS m/z:
413.083 8 [M+Na]* (115518 413.084 3, C,oH {NaO,).
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