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A novel phenol derivative from Gymnotheca chinensis
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Abstract: Objective To study the chemical constituents in Chinese endemic herb Gymnotheca chinensis. Methods The ethanol

extract of the whole plant was separated by silica column chromatography, as well as preparative HPLC. The structure elucidation was

based on spectroscopic and chemical analyses. Results A novel phenol derivative was isolated and identified as (7R)-7-[(p-hydroxyl)-

phenyl]-ethyleneglycol-8-monoethyl benzoic acid ester (1) by using intensive 1D and 2D NMR spectra and chemical transformation.

Conclusion Compound 1 is a novel phenol derivative named gymnothol A.
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R T 2010 42K H ERIT 4l FHE PRI 2y
VIR R T b SR B 9T 4 %8 € 0 Gymnotheca
chinensis Decne.. fHPIFRA (T57) TAFHAEH E R}
24t S A I T o
2 ERSSE

A (1.4kg) BE (5~10 H),  95%
L ERAE 3 3 LKD), Bk T7d, BRI
R4 PO R o BT K, ARIKH
Al (60~90 C) MR LBEAEI . BEIR LR
ARIZ MCT R (70% I EE-/K) i b4t 2%
JEAFRNREY) 8 go KRG WA GERAE TS (HAi-
B35 D 111 1), 428 A~G 3 7 M. o
D (150 mg) £l HPLC, WshHlhHFEE (A) -
K (B, BEEEBEN 2~15 min, 40%~95% A, 15~
18 min, 100% A, AR EN 16 mL/min, WIELR
BN E] 2R 9.7 min [R50, 2R IR 46 543 24k
Y1 (5mg).

3 HMETE

wEW 1: AtKHA; [a]) -12° (¢ 0.02,
MeOH). UV AMM (nm): 247, 014 T 4746 350
KF. IRV (em™): 3 343, 1 645, 1 614, 1 511,
1239,1069; £I4MGiE 3 343 cm ' VA& N OH 14
P51 645 cm™" 15 AR ILHEER L 10 I 4 AR B,
M 1614, 1511 cm™ WIVHJE A H L4 (C=C) fif
4545 . HR-ESI-MS m/z: 281.079 1 [M+Na]™ (it
A1 281.078 9, CysH404Na) . HEMiZAL &1 2>
F A CisH 404, AEFIEE S 9. 'H-NMR %di (£
D WoRr a1 AU 2E (6,3.47, dd,
J=13.5, 8.1 Hz, H-8a; Jy3.66, dd, J=13.6, 4.1 Hz,
H-88), 1 MR S (6, 4.83,dd,J=17.8,3.9
Hz, H-7) MOANFEHERF. HSERTET 2 MK
R, 4 IR R 1, 4- —HUARZR 1) AA'BB! DY JiE & 45 (0g
7.25,d, J = 8.4 Hz, H-3, 5; dy 6.80, d, J = 8.4 Hz,
H-2, 6) FI L HR IS K] AA'BB'C TLiE R 48 (9, 7.89,
d,J=7.5Hz, H-11, 15; 6y 7.45,t,J="7.5Hz, H-12,
14; 6y 7.51,t,J="7.3Hz, H-13). “C-NMR 155 &
ANH T AEBURIE R (5e 48.9), 1 AMEEURIK
L (6 73.1), 1 AMHIACE (6¢ 132.0, C-13;
5c 129.1, C-11, 15; dc 135.7, C-10; ¢ 128.0, C-12,
1OFT1 A1, 4- " HUACIE (O 128.0, C-3, 5;6¢ 115.7,
C-2, 6; Oc 157.4, C-1; oc 135.1, C-4), LLIfig¥i
B sp? Zefb % (¢ 168.1). 4 HMBC #% (&l 1),
H H-3,5 5 C-1 fil C-7 (P FEAH A5 Bui i 1, 4-

%1 k&4 18 "H-NMR 7 "C-NMR
(600/150 MHz, CD;COCD;) i
Table1 'H-NMR and “C-NMR data of compound 1
(600/150 MHz, CD;COCD;)

T S 5
3,5 7.25 (2H, d, J = 8.4 Hz) 128.0
2,6 6.80 (2H, d, J = 8.4 Hz) 115.7
1 157.4
4 135.1
7 4.83 (1H, dd, J=7.8, 3.9 Hz) 73.1
8 3.66 (1H, dd, J = 13.6, 4.1 Hz) 489

3.47 (1H, dd, J= 13.5, 8.1 Hz)
11,15 7.89 (2H, d,J=7.5 Hz) 129.1
12,14 7.45 (2H,t,J = 7.5 Hz) 128.0
13 7.51 (1H, t,J= 7.3 Hz) 132.0
10 135.7
9 168.1

1 &M 1 5K EE HMBC X
Fig. 1 Structure and key HMBC correlations
of compound 1
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M H-8 5 C-9 IR UL HARRFERFLIELE C-7 7 |,
Mk C-8 47 H-11, 15 5 C-9 Fl C-13 ¥y A%, H-12,
14 5 C-10 #12¢, H-13 5 C-11, 15 A&, EUHIE TR
R CREURD W& M HITIAE(E; H-8 5 C-9
) 228 P2 A O i W 0] 38 e IR L £ T L R R R
1z 7 AN 8-OH 5B K L il o i it DA
AR AR A ST SR T 1 TR .

h T R C-T LR, WHZAL A )
HHATRRK MR . BALAY 3 mg, JHDRFEEETR
fig, I 3 mL 2 mol/L il T 80 CIHlyi 1 h, ff
S N4 HI AR S A FH NaHCOs %A 54 pH
8, JEIITFIEW, W LBERH 3 K, ®HK SmL, &
H LT TE K MgSO, T4, uExd, Rl 2.1,
FEN = SRR AEIR I 4 T (1.5 mg, FREA
84%), ESI-MS m/z: 153 [M—H] . & H i
J& o]y —9° (c0.04, MeOH) . 5 SCitifR i % L),
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