
 

Title of Manuscript: Acylated Iridoids with Cytotoxicity from 

Valeriana jatamansi 

 

Author list: Sheng Lin, Yun-heng Shen, Hui-liang Li, Xian-wen Yang, Tao Chen, Long-hai Lu, 

Zheng-sheng Huang, Run-hui Liu, Xi-ke Xu, Wei-dong Zhang
∗∗∗∗, Hui Wang

∗∗∗∗ 

 

 

. 

 

Supporting Information Available 

 

 

 

 

 

                                                        

 
∗
 To whom correspondence should be addressed. Fax: 86-21-65495819. E-mail: 

wdzhangY@hotmail.com     

S1 
 



 

 

The List of Contents  

Page Content 

S5 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  

S6 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate A (1)  

S7 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  

S8 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  

S9 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  

S10 The ROESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  

S11 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2) 

S12 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate B (2)  

S13 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2)  

S14 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2)  

S15 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2)  

S16 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2)  

S17 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3) 

S18 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate C (3) 

S19 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3)  

S20 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3)  

S21 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3)  

S22 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3)  

S23 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

S24 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate D (4) 

S25 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

S26 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

S27 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

S28 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

S29 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5) 

S30 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate E (5) 

S31 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

S32 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

S33 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

S34 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

S35 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

S36 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate F (6)  

S37 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

S38 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

S39 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

S40 The ROESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

S2 



 

S41 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

S42 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate G (7) 

S43 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

S44 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

S45 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

S46 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

S47 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)    

S48 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate H (8)  

S49 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)  

S50 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)  

S51 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)  

S52 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)  

S53 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

S54 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of jatamanvaltrate I (9)  

S55 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

S56 The HMQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

S57 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9))  

S58 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

S59 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

S60 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate J (10) 

S61 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

S62 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

S63 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

S64 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

S65 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

S66 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate K (11)  

S67 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

S68 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

S69 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

S70 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

S71 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

S72 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate L (12)  

S73 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

S74 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

S75 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

S76 The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12) 

S77 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13) 

S78 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate M (13)  

S79 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13))  

S80 The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13)  

S81 The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13)  

S3 



 

S82 The ROESY Spectrum (600 MHz, CDCl3) of Jjatamanvaltrate M (13)  

S83 The 
1
H NMR Spectrum (600 MHz, CDCl3) of Compound (16)  

S84 The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Compound (16)  

S85 The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Compound (16)  

S86 The HSQC Spectrum (600 MHz, CDCl3) of Compound (16)  

S87 The HMBC Spectrum (600 MHz, CDCl3) of Compound (16)  

S88 The NOESY Spectrum (600 MHz, CDCl3) of Compound (16)  

S89 The table S1 of the Cytotoxicity Data for Compounds 1-22 and the Positive Control 

S4 



 

 

S5. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  



 

 

S6. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate A (1)  



 

 

S7. The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  



 

 

S8. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  



 

 

S9. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  



 

 

S10. The ROESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate A (1)  



 

 

S11. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2) 



 

 

S12. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate B (2)  



 

  

S13. The 
1
H-

1
H COSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2)  



 

 

S14. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2)  



 

 

S15. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2) 



 

 

S16. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate B (2)  



 

 

S17. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3)  



 

  

 S18. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate C (3)  

 



 

 

S19. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3)                                             

 



 

 

S20. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3)  

 



 

 

S21. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3) 

 



 

 

S22. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate C (3)  

 



 

 

S23. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

 



 

 

S24. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate D (4)  

 



 

 

S25. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

 



 

 

S26. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

 



 

 

S27. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

 



 

 

S28. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate D (4)  

 



 

 

S29. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

 



 

 

S30. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate E (5)  

 



 

 

S31. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

 



 

 

S32. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

 



 

 

S33. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

 



 

 

S34. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate E (5)  

 



 

 

S35. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

 



 

 

S36. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate F (6)  

 



 

 

S37. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

 



 

 

S38. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

 



 

 

S39. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

 



 

 

S40. The ROESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate F (6)  

 



 

 

S41. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

 



 

 

S42. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate G (7)  

 



 

 

S43. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

 



 

 

S44. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

 



 

 

S45. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

 



 

 

S46. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate G (7)  

 



 

 

S47. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8) 

 



 

\  

S48. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate H (8)  

 



 

 

S49. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)  

 



 

 

S50. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)  

 



 

 

S51. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)  

 



 

 

S52. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate H (8)  

 



 

 

S53. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

 



 

 

S54. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate I (9)  

 



 

 

S55. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

 



 

 

S56. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

 



 

 

S57. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

 



 

 

S58. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate I (9)  

 



 

 

S59. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

 



 

 

S60. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate J (10)  

 



 

 

S61. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

 



 

 

S62. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10) 

 



 

 

S63. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

 



 

 

S64. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate J (10)  

 



 

 

S65. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

 



 

 

S66. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate K (11)  

 



 

 

S67. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

 



 

 

S68. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

 



 

 

S69. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

 



 

 

S70. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate K (11)  

 



 

 

S71. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

 



 

 

S72. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Jatamanvaltrate L (12)  

 



 

 

S73. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

 



 

 

S74. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

 



 

 

S75. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

 



 

 

S76. The NOESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate L (12)  

 



 

 

S77. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13)  

 



 

 

S78. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of jatamanvaltrate M (13)  

 



 

 

S79. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13)  

 



 

 

S80. The HSQC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13) 

 



 

 

S81. The HMBC Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13)  

 



 

 

S82. The ROESY Spectrum (600 MHz, CDCl3) of Jatamanvaltrate M (13)  

 



 

 

S83. The 
1
H NMR Spectrum (600 MHz, CDCl3) of Compound (16)  

 



 

 

S84. The 
13

C NMR and DEPT Spectra (150 MHz, CDCl3) of Compound (16)  

S84 



 

 

S85. The 
1
H-

1
HCOSY Spectrum (600 MHz, CDCl3) of Compound (16)  

 



 

 

S86. The HSQC Spectrum (600 MHz, CDCl3) of Compound (16)  

 



 

 

S87. The HMBC Spectrum of Compound (16)  

 



 

 

S88. The NOESY Spectrum (600 MHz, CDCl3) of Compound (16)  

S88 



 

 

 

Table S1.  Cytotoxicity of Compounds 1-22 to A549, PC-3M, HCT-8, and Bel7402 Cell Lines 

 IC50 (µM) 

compound A 549 PC-3M HCT-8 Bel 7402 

1 >10 5.3 >10 >10 

2 >10 3.9 6.2 >10 

3 >10 >10 >10 >10 

4 >10 3.8 4.5 9.7 

5 >10 >10 9.7 8.5 

6 >10 4.3 >10 8.8 

7 >10 5.6 >10 5.9 

8 >10 5.2 >10 >10 

9 >10 3.9 9.7 >10 

10 >10 5.8 >10 >10 

11 >10 5.0 >10 7.1 

12 >10 3.4 >10 7.6 

13 >10 6.3 >10 >10 

14 >10 3.1 8.2 9.9 

15 >10 3.9 >10 >10 

16 3.0 1.6 2.6 4.4 

17 8.6 >10 >10 >10 

18 7.4 1.9 2.5 4.0 

19 7.0 2.2 1.5 2.3 

20 >10 3.8 6.6 7.5 

21 3.7 1.6 1.8 6.1 

22 2.9 1.4 1.0 1.7 

paclitaxel a 0.0052 0.027 0.037 0.095 

      a

 paclitaxel was used as a positive control 
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