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Chemical constituents in roots and vine stems of Kadsura coccinea
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Abstract: Objective To study the chemical constituents from the roots and vine stems of Kadsura coccinea. Methods The

compounds were isolated and purified by column chromatography, preparative TLC, and RP-HPLC. The structures were elucidated by

means of physicochemical properties and spectroscopic analyses. Results Nine compounds were separated and identified as

kadsulignan O (1), kadsuracoccinic acid A (2), kadsuralignan F (3), neokadsuranin (4), kadsulignan N (5), kadsurene A methyl ester

(6), protocatechuic acid (7), syringic acid (8), and daucosterol (9). Conclusion Compound 1 is a new compound named kadsulignan

0. Compound 8 is firstly isolated from roots and vine stems of K. coccinea.
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tEY 2: Bt CARED, mp 150~151 °C.
ESI-MS m/z: 491.13 [M+Na]". 'H-NMR (400 MHz,
CDCl3) : 2.55 (1H, m, H-1a), 2.43 (1H, m, H-1b),
2.16 (1H, m, H-2a), 1.76 (1H, m, H-2b), 2.06 (1H, m,
H-5), 1.58 (1H, m, H-6a), 1.79 (1H, H-6b), 1.26 (1H,
m, H-7a), 1.64 (1H, m, H-7b), 2.10 (1H, m, H-8), 5.38
(1H, d, J = 5.6 Hz, H-11), 2.16 (1H, m, H-12a), 2.42
(1H, m, H-12b), 1.46 (2H, m, H-15), 2.25 (2H, m,
H-16), 0.82 (3H, s, H-18), 1.07 (3H, s, H-19), 1.58
(3H, s, H-21), 1.92 (1H, m, H-22a), 2.44 (1H, m,
H-22b), 2.25 (1H, m, H-23a), 2.65 (1H, m, H-23b),
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F1 &% 1# "H-NMR #1 BC-NMR & (CDCl,)
Table 1 '"H-NMR and *C-NMR data of compound 1 (CDCls)

WA O ¢ {302 O ¢
1 151.4 1 164.7
2 141.2 2! 129.3
3 152.0 3’ 7.49 (1H, m) 129.5
4 6.84 (1H, s) 110.2 4’ 7.32 (1H, m) 127.9
5 129.5 5' 7.51 (1H, m) 132.9
6 5.89 (1H, s) 85.3 6' 7.32 (1H, m) 127.9
7 74.0 7' 7.47 (1H, m) 129.3
8 2.33 (1H, m) 433 1" 174.8
9 5.82 (1H, s) 83.2 2" 1.70 (2H, m) 40.1

10 132.9 3" 1.36 (2H, m) 26.8
11 6.53 (1H, s) 101.8 4" 1.31 (2H, m) 15.0
12 148.8 5" 0.78 (3H, t,J=7.0 Hz) 11.1
13 135.4 1-OCH; 3.66 (3H, s) 60.7
14 140.4 2-OCH; 3.87 (3H, s) 60.5
15 120.4 3-OCH; 3.96 (3H, s) 56.0
16 121.8 14-OCH; 3.31 (3H, s) 58.6
17 1.40 (3H, s) 28.7 12, 13-OCH,O 5.77 (1H, d, J= 1.4 Hz) 100.8
18 1.32 3H, d, J= 6.6 Hz) 17.1 5.63 (1H, d, J= 1.4 Hz)

6.07 (1H, t, H-24), 1.92 (3H, s, H-27), 4.71 (1H, brs,
H-28), 4.87 (1H, brs, H-28), 1.77 (3H, s, H-29), 0.71
(3H, s, H-30); "C-NMR (100 MHz, CDCls) §: 29.1
(C-1), 32.1 (C-2), 181.3 (C-3), 147.6 (C-4), 49.5
(C-5), 27.8 (C-6), 26.7 (C-7), 41.6 (C-8), 142.1 (C-9),
42.7 (C-10), 118.9 (C-11), 36.2 (C-12), 47.3 (C-13),
46.3 (C-14), 33.0 (C-15), 28.8 (C-16), 143.1 (C-17),
21.2 (C-18), 26.7 (C-19), 124.6 (C-20), 19.8 (C-21),
33.6 (C-22), 29.6 (C-23), 145.8 (C-24), 126.4 (C-25),
173.8 (C-26), 20.4 (C-27), 113.8 (C-28), 23.1 (C-29),
19.1 (C-30). LA %3 5 Scifaf i 3 A —55,
ENEWY) 2 A kadsuracoccinic acid Ao

& 3: KK . ESI-MS m/z: 421.16 [M+
Na]". 'H-NMR (400 MHz, CDCl;) d: 6.42 (1H, s,
H-4), 430 (1H, d, J = 6.9 Hz, H-6), 2.65 (1H, m,
H-7), 2.05 (1H, m, H-8), 4.89 (1H, s, H-9), 6.30 (1H,
s, H-11), 1.05 (6H, d, J = 7.0 Hz, H-17, 18), 5.90 (1H,
s, H-19), 5.96 (1H, s, H-20), 3.76 (3H, s, 1-OCH3),
3.84 (3H, s, 14-OCH;); "C-NMR (100 MHz, CDCls)
J: 144.6 (C-1), 137.1 (C-2), 147.4 (C-3), 103.5 (C-4),
140.0 (C-5), 90.4 (C-6), 37.4 (C-7), 52.9 (C-8), 90.1
(C-9), 136.7 (C-10), 100.1 (C-11), 148.3 (C-12), 135.8
(C-13), 142.6 (C-14), 119.0 (C-15), 118.2 (C-16), 14.1

(C-17), 13.6 (C-18), 101.0 (C-19), 100.9 (C-20), 60.2
(1-OCH3), 60.1 (14-OCHs). LA El 5 SCiikiiE £
A5, % e A 3 4 kadsuralignan Fo

W& 4: Jot i CAED, mp 113~115 C.
API-MS m/z: 415.07 [M+H]". 'H-NMR (400 MHz,
CDCly) 0: 6.49 (1H, s, H-4), 434 (1H, d, J = 7.2 Hz,
H-6), 2.69 (1H, m, H-7), 2.08 (1H, m, H-8), 4.90 (1H,
s, H-9), 6.31 (1H, s, H-11), 1.05 (3H, d, J = 7.2 Hz,
H-17), 1.06 (3H, d, J = 7.2 Hz, H-18), 5.96 (1H, s,
H-19a), 5.90 (1H, s, H-19b), 3.47 (3H, s, 1-OCHj3),
3.87 (3H, s, 2-OCHj3), 3.91 (3H, s, 3-OCHj3), 3.91 (3H,
s, 14-OCH3); ">C-NMR (100 MHz, CDCl3) d: 155.0
(C-1), 151.2 (C-2), 141.4 (C-3), 107.2 (C-4), 140.9
(C-5), 90.8 (C-6), 37.5 (C-7), 52.6 (C-8), 90.6 (C-9),
136.6 (C-10), 99.9 (C-11), 135.8 (C-12), 148.4 (C-13),
142.5 (C-14), 118.9 (C-15), 118.7 (C-16), 14.2 (C-17),
13.6 (C-18), 100.9 (C-19), 60.3 (1-OCH3), 55.9 (2-
OCHj), 60.1 (3-OCHj3), 59.9 (14-OCHs). LA F%i#E 5
SCHRFRE A B, WS 4 e Tk
TARMET .

& 5: AERA . ESI-MS m/z: 453.29 [M+
Na]*. 'H-NMR (400 MHz, CDCl;) 6: 6.49 (1H, s,
H-1a), 4.36 (1H, d, J = 6.6 Hz, H-1b), 2.67 (1H, m,
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H-7), 2.09 (1H, m, H-8), 4.97 (1H, s, H-9), 6.36 (1H,
s, H-11), 1.08 (3H, s, H-17), 1.10 (3H, s, H-18), 3.52
(3H, s, 1-OCH3), 3.87 (3H, s, 2-OCHj3), 3.89 (3H, s,
3-OCH3), 3.90 (3H, s, 12-OCHj), 3.88 (3H, s, 13-
OCHj,), 3.52 (3H, s, 14-OCH3); "*C-NMR (100 MHz,
CDCl3) d: 154.8 (C-1), 140.7 (C-2), 152.3 (C-3), 106.8
(C-4), 141.4 (C-5), 90.5 (C-6), 37.7 (C-7), 52.4 (C-8),
90.3 (C-9), 137.2 (C-10), 103.8 (C-11), 151.4 (C-12),
140.5 (C-13), 1532 (C-14), 119.8 (C-15), 1182
(C-16), 14.1 (C-17), 13.6 (C-18), 61.2 (1-OCH3), 56.0
(2-OCH3), 61.2 (3-OCHj), 61.0 (12-OCH;), 55.9
(13-OCH3), 61.0 (14-OCH3). LA - $dis 5 SRR 18 5L
A, M AW 5 B T AN E N,
&Y 6: R A . ESI-MS m/z: 505.30 [M+
Na]". 'H-NMR (400 MHz, CDCl3) ¢: 1.80 (1H, m,
H-1a), 1.98 (1H, m, H-1b), 2.26 (1H, m, H-2a), 2.48
(1H, m, H-2b), 2.05 (1H, m, H-5), 1.53 (1H, m, H-6a),
1.80 (1H, m, H-6b), 2.25 (1H, m, H-7a), 2.42 (1H, m,
H-7b), 2.12 (1H, m, H-8), 5.39 (1H, d, J = 6.0 Hz,
H-11), 2.24 (1H, m, H-12a), 2.39 (1H, m, H-12b), 1.23
(2H, m, H-15a), 1.63 (2H, m, H-15b), 1.42 (1H, m,
H-16a), 2.08 (1H, m, H-16b), 0.82 (3H, s, H-18), 1.06
(1H, m, H-19), 1.57 (1H, s, H-21), 2.08 (1H, m,
H-22a), 2.28 (1H, m, H-22b), 2.50 (1H, m, H-23a),
2.70 (1H, m, H-23b), 6.08 (1H, t, J = 6.0 Hz, H-24),
1.92 (3H, s, H-27), 4.72 (1H, s, H-28a), 4.86 (1H, s,
H-28b), 1.76 (3H, s, H-29), 0.70 (3H, s, H-30), 3.66
(3H, s, -OCH3); "“C-NMR (100 MHz, CDCl3) d: 32.3
(C-1), 28.8 (C-2), 174.9 (C-3), 147.4 (C-4), 49.3 (C-
5), 27.8 (C-6), 28.8 (C-7), 41.5 (C-8), 142.2 (C-9),
42.4 (C-10), 118.5 (C-11), 36.6 (C-12), 47.2 (C-13),
46.1 (C-14), 26.7 (C-15), 33.0 (C-16), 142.8 (C-17),
21.2 (C-18), 26.7 (C-19), 124.8 (C-20), 19.5 (C-21),
33.0 (C-22), 29.2 (C-23), 146.6 (C-24), 126.0 (C-25),
172.9 (C-26), 20.3 (C-27), 113.6 (C-28), 23.1 (C-29),
19.0 (C-30), 51.3 (-OCH3). AL #di 5 SCRkIR I HEA
— 5, s E A 6l kadsurene A methyl ester.
WG 7: FHETEE BV K o ESI-MS m/z: 152.96
[M+H]". 'H-NMR (400 MHz, DMSO-ds) 6: 7.35
(1H, d, J = 2.0 Hz), 7.30 (1H, dd, J = 2.0, 8.0 Hz),
6.79 (1H, d, J = 8.0 Hz) KWLk A74E ABX HjiE
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el IR, 3 MR RS IT REE R B
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AR N R, RO AR .
ESI-MS m/z: 221.05 [M+Na]". 'H-NMR (400 MHz,
DMSO-dg) J: 12.62 (1H, s, -COOH), 9.10 (1H, s,
-OH), 7.21 (2H, s, H-2, 6), 3.81 (6H, s, 2 X -OCHj). LA
R SR A8, s e e 8
TR
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