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A novel iridoid ester from roots and rhizomes of Valeriana jatamansi
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Abstract: Objective To study the chemical constituents from the roots and rhizomes of Valeriana jatamansi in Valeriana Linn.,
Valerianaceae. Methods
chromatography, and preparative HPLC. Their structures were determined by 1D, 2D NMR, HRMS, and IR spectroscopic analyse.
Results Aniridoid ester was isolated from the dichloromethane extract from the roots and rhizomes of V. jatamansi, which was named

The chemical constituents were separated and purified by silica gel, medium pressure column

as valerjatadoid C. Conclusion Compound 1 is a new iridoid ester.
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PR A 25 A R 3 SR AL OB . KWL R
R 255 TR 280052 68 7 D T TRk 48 i A A7) W e
Valeriana jatamansi Jones. [1)F-15HE ML
2 EEENE

WK 28 2 kg, ¥R, H 95% ZBERIML 48 h
Jo, BWAREL, B IRIEE [FSOA R R TR . Y
PR, IRAREEL 1L, FINSARR &
BEREE 3 WK, R R S, 15 BITRAE itk
AR . SR SR AT R R A i
I3, DA HEE-BEER Ol (40 0 1—0 1 1) BREEDE
i, 5% 11 MRS Fr. 1~11. B Fr. 9 #HTh EA:
kB, DL 75%FH BEAE REBEML, BTS2
T, BT EHI S RP-HPLC 23, LA 45%72,
NG, SEMAEY 1 (47.6 mg).
3 HMEE

WA 1. EMIRY, [a]5-28.2°(c 0.10,
7). IRvEISscm™: 3474, 2 965, 2 924, 1 735, 1 235,
1 065; HR-ESI-MS m/z: 435.204 9 [M+Na]* (it 514
435.199 5, C1H3,NaOs), 847.420 3 [2M+Na]* (it
i 847.409 2, CsHeaNaOig). 4i& H-NMR K
BC-NMR % (£ 1), #aEH TN CuHz0s.
AN BoR b SR A R (3474 cm™) FIEEFK
F (1735 cm™). 'H-NMR. BC-NMR } DEPT i
BiE BonHAT 21 MR 32 NE, HF 3 5 A,
W 5 A4S, IKHE 64, FK 5 1. H-NMR.
BC-NMR iS5l R LA WIAFAE 17 REE, 1
MNCEREE, 2458 HE. BC-NMR iEH 21 M55,
B 11 M55 (LA, 1N, 24
LAR), RPEWE 1 ADHdEIRIEEE AR .
&4 1 i 2 S XU 5 AT C-4/C-5 [6c 124.1
(C-4), 143.2 (C-5)]. C-6/C-7 [6n 6.82 (d, J = 5.9 Hz,
H-6), 6.37 (d, J = 5.9 Hz, H-7); dc 131.8 (C-6), 139.7
(C-7)]o FEHfTE A7 1E L5 PRI Ik 1) B 28 e AR )
A HMBC 3 (B 1, #F—5fie T 4 AR
FIALE . on 6.21 (d, J = 7.0 Hz, H-1) 5 6c 172.0
(C-1) fELEIEAEMI, on 5.33 (s, H-3) 5 ¢ 64.0
(C-1") FAEIEFEMI IS, on 4.70, 4.85 (dd, J = 12.6, 0.9
Hz, Ho-1") 5 0c 87.6 (C-8) fRAEILFEAHR, on 3.13,
3.36 (M, Ho-11) 5 ¢ 170.8 (C-1"") AR, £
IR 2 NCREE. OB SNNERE C-1.
C-3. C-8. C-11 fiz., i@t 44t HSQC. HMBC. 'H-H
COSY s, HETHrAMEAMKES. el s

£1 &Y 1 8 H-NMR F BC-NMR #i& (600/150
MHz, CDCls)

Table 1 'H-NMR and BC-NMR Data of compound 1
(600/150 MHz, CDCl3)

AL dc OH

1 90.5, CH 6.21 (1H,d,J=7.0 Hz)
3 97.1, CH 5.33 (1H, 5)

4 124.1,C

5 143.2,C

6 131.8, CH 6.82 (1H,d, J=5.9 Hz)
7 139.7,CH  6.37 (1H, d, J=5.9 H?)
8 87.6,C

9 45.4, CH 2.84 (1H,d,J=6.9 Hz)

10 67.6, CH2
11 60.3, CH2

3.58,3.72 (2H, d, J = 11.3 Hz)
3.13 (1H, m), 3.36 (1H, m)

1 172.0,C

2 43.6, CH; 2.23 (2H, m)

3 25.6, CH 2.18 (1H, m)

4 22.4, CHs 1.01 (3H, d, J = 1.8 Hz)

5 22.3, CHs 1.02 (3H, d, J = 1.8 Hz)

1" 64.0, CH, 3.58 (1H, m), 3.85 (1H, m)

2" 15.5, CH3 113 (3H, t, J = 7.0 H)

1" 605, CH: 4.70 (1H, dd, J = 12.6, 0.9 Hz)
4.85 (1H, dd, J = 12.6, 0.9 Hz)

2" 150, CHs 1.24 (3H, t, J = 7.0 Hz)

1" 1708,C

2 20.9, CHs 2.08 (3H, s)

E1l &1 BEE H-HCOSY (— ) FTHMBC (—) #Bx%
Fig. 1 Key 'H-'H COSY (===) and HMBC correlations
(—) of compound 1

SCHERIRIE [ patriscadoid | 3 i FE HALLE, (b &4
1 ) C-3.C-8 fiiy &% 2k, 1 patriscadoid I [ C-3.
C-8 i AH K. HT RAMBMEZREMST H-1 N a
B, i H-9 4y B A EY, NOESY &R, Jn3.58,
3.72 (d, J = 11.3 Hz, H,-10) 5 61 2.84 (d, J = 6.9
Hz, H-9) #H3%, £ C-8 i EIE Ny o #7,
A 1 AT TIN5 patriscadoid | — 2. W
HALEY 1 gl X an & 2 Fios, 44 9 Wik
i C.
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Fig. 2 Chemical structure of compound 1
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