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S1. X-ray Crystallographic Analysis of Compound 1. 

 

The crystal structure and absolute configuration of 1 were determined by single crystal X-ray 

diffraction analysis. Crystal data for compound 1: C29H36O7, M = 496.58, a = 6.36920(10) Å, b = 

8.7069(2) Å, c = 48.6471(11) Å, α = 90°, β = 90°, γ = 90°, V = 2697.77(10) Å3, T = 100. (2) K, space 

group P212121, Z = 4, μ(Cu Kα) = 0.706 mm-1, 43259 reflections measured, 5322 independent 

reflections (Rint = 0.0351). The final R1 values were 0.0258 (I > 2σ(I)). The final wR(F2) values were 

0.0662 (I > 2σ(I)). The final R1 values were 0.0262 (all data). The final wR(F2) values were 0.0666 

(all data). The goodness of fit on F2 was 1.029. Flack parameter = 0.05(3). CCDC-2224640 (1), 

contain the supplementary crystallographic data. These data can be obtained free of charge from the 

Cambridge Crystallographic Data Centre (http://www.ccdc.cam.ac.uk/).  

 

 

S2. X-ray Crystallographic Analysis of Compound 3. 

                                

The crystal structure and absolute configuration of 3 were determined by single crystal X-ray 

diffraction analysis. Crystal data for compound 3: C38H50O14, M = 730.78, a = 11.7516(5) Å, b = 

15.0592(7) Å, c = 22.2397(10) Å, α = 90°, β = 90°, γ = 90°, V = 3935.8(3) Å3, T = 100. (2) K, space 

group P212121, Z = 4, μ(Cu Kα) = 0.783 mm-1, 38614 reflections measured, 7782 independent 
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reflections (Rint = 0.1520). The final R1 values were 0.0621 (I > 2σ(I)). The final wR(F2) values were 

0.1548 (I > 2σ(I)). The final R1 values were 0.0891 (all data). The final wR(F2) values were 0.1790 

(all data). The goodness of fit on F2 was 1.046. Flack parameter = -0.10(18). CCDC-2224638 (3), 

contain the supplementary crystallographic data. These data can be obtained free of charge from the 

Cambridge Crystallographic Data Centre (http://www.ccdc.cam.ac.uk/). 

 

 

Figure S1. 1H NMR spectrum of euphjatrophane A (1) 
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Figure S2. 13C NMR spectrum of euphjatrophane A (1) 

 

Figure S3. 1H-1H COSY spectrum of euphjatrophane A (1) 
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Figure S4. HSQC spectrum of euphjatrophane A (1) 

 

Figure S5. HMBC spectrum of euphjatrophane A (1) 
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Figure S6. ROESY spectrum of euphjatrophane A (1) 

 

Figure S7. CD spectrum of euphjatrophane A (1) 
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Figure S8. UV spectrum of euphjatrophane A (1) 

 

 

Figure S9. IR spectrum of euphjatrophane A (1) 
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Figure S10. (+)-HRESIMS spectrum of euphjatrophane A (1) 
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Figure S11. 1H NMR spectrum of euphjatrophane B (2) 

 

Figure S12. 13C NMR spectrum of euphjatrophane B (2) 
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Figure S13. 1H-1H COSY spectrum of euphjatrophane B (2) 

 

 

Figure S14. HSQC spectrum of euphjatrophane B (2) 
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Figure S15. HMBC spectrum of euphjatrophane B (2) 

 

Figure S16. ROESY spectrum of euphjatrophane B (2) 
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Figure S17. CD spectrum of euphjatrophane B (2) 

 

Figure S18. UV spectrum of euphjatrophane B (2) 
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Figure S19. IR spectrum of euphjatrophane B (2) 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S20. (+)-HRESIMS spectrum of euphjatrophane B (2) 
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Figure S21. 1H NMR spectrum of euphpepluone G (3) 

 

Figure S22. 13C NMR spectrum of euphpepluone G (3) 
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Figure S23. 1H-1H COSY spectrum of euphpepluone G (3) 

 

 

Figure S24. HSQC spectrum of euphpepluone G (3) 
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Figure S25. HMBC spectrum of euphpepluone G (3) 

 

Figure S26.ROESY spectrum of euphpepluone G (3) 
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Figure S27. CD spectrum of euphpepluone G (3) 

 

Figure S28. UV spectrum of euphpepluone G (3) 
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Figure S29. IR spectrum of euphpepluone G (3) 

 

Figure S30. (+)-HRESIMS spectrum of euphpepluone G (3) 
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Figure S31. 1H NMR spectrum of euphjatrophane C (4) 

 

Figure S32. 13C NMR spectrum of euphjatrophane C (4) 
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Figure S33. 1H-1H COSY spectrum of euphjatrophane C (4) 

 

Figure S34. HSQC spectrum of euphjatrophane C (4) 
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Figure S35. HMBC spectrum of euphjatrophane C (4) 

 

Figure S36. ROESY spectrum of euphjatrophane C (4) 
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Figure S37. CD spectrum of euphjatrophane C (4) 

 

Figure S38. UV spectrum of euphjatrophane C (4) 
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Figure S39. IR spectrum of euphjatrophane C (4) 

 

Figure S40. (+)-HRESIMS spectrum of euphjatrophane C (4) 
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Figure S41. 1H NMR spectrum of euphjatrophane D (5) 

 

Figure S42. 13C NMR spectrum of euphjatrophane D (5) 
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Figure S43. 1H-1H COSY spectrum of euphjatrophane D (5) 

 

Figure S44. HSQC spectrum of euphjatrophane D (5) 
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Figure S45. HMBC spectrum of euphjatrophane D (5) 

 

Figure S46. ROESY spectrum of euphjatrophane D (5) 
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Figure S47. CD spectrum of euphjatrophane D (5) 

 

Figure S48. UV spectrum of euphjatrophane D (5) 
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Figure S49. IR spectrum of euphjatrophane D (5) 

 

Figure S50. (+)-HRESIMS spectrum of euphjatrophane D (5) 
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Figure S51. 1H NMR spectrum of euphjatrophane E (6) 

 

 

Figure S52. 13C NMR spectrum of euphjatrophane E (6) 



34 

 

 

Figure S53. 1H-1H COSY spectrum of euphjatrophane E (6) 

 

 

Figure S54. HSQC spectrum of euphjatrophane E (6) 
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Figure S55. HMBC spectrum of euphjatrophane E (6) 

 

 

Figure S56. ROESY spectrum of euphjatrophane E (6) 
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Figure S57. CD spectrum of euphjatrophane E (6) 

 

Figure S58. UV spectrum of euphjatrophane E (6) 
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Figure S59. IR spectrum of euphjatrophane E (6) 

 

Figure S60. (+)-HRESIMS spectrum of euphjatrophane E (6) 
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Figure S61. 1H NMR spectrum of euphjatrophane F (7) 

 

Figure S62. 13C NMR spectrum of euphjatrophane F (7) 



39 

 

 

Figure S63. 1H-1H COSY spectrum of euphjatrophane F (7) 

 

Figure S64. HSQC spectrum of euphjatrophane F (7) 
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Figure S65. HMBC spectrum of euphjatrophane F (7) 

 

Figure S66. ROESY spectrum of euphjatrophane F (7) 
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Figure S67. CD spectrum of euphjatrophane F (7) 

 

Figure S68. UV spectrum of euphjatrophane F (7) 
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Figure S69. IR spectrum of euphjatrophane F (7) 

 

Figure S70. (+)-HRESIMS spectrum of euphjatrophane F (7) 
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Figure S71. 1H NMR spectrum of euphjatrophane G (8) 

 

 

Figure S72. 13C NMR spectrum of euphjatrophane G (8) 
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Figure S73. 1H-1H COSY spectrum of euphjatrophane G (8) 

 

Figure S74. HSQC spectrum of euphjatrophane G (8) 
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Figure S75. HMBC spectrum of euphjatrophane G (8) 

 

Figure S76. ROESY spectrum of euphjatrophane G (8) 
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Figure S77. CD spectrum of euphjatrophane G (8) 

 

Figure S78. UV spectrum of euphjatrophane G (8) 
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Figure S79. IR spectrum of euphjatrophane G (8) 

 

Figure S80. (+)-HRESIMS spectrum of euphjatrophane G (8) 
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Figure S81. 1H NMR spectrum of euphpepluone K (9) 

 

 

Figure S82. 13C NMR spectrum of euphpepluone K (9) 
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Figure S83. 1H-1H COSY spectrum of euphpepluone K (9) 

 

Figure S84. HSQC spectrum of euphpepluone K (9) 
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Figure S85. HMBC spectrum of euphpepluone K (9) 

 

Figure S86. NOESY spectrum of euphpepluone K (9) 
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Figure S87. CD spectrum of euphpepluone K (9) 

 

Figure S88. UV spectrum of euphpepluone K (9) 
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Figure S89. IR spectrum of euphpepluone K (9) 

 

Figure S90. (+)-HRESIMS spectrum of euphpepluone K (9) 
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Figure S91. 1H NMR spectrum of euphpepluone L (10) 

 

 

Figure S92. 13C NMR spectrum of euphpepluone L (10) 
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Figure S93. 1H-1H COSY spectrum of euphpepluone L (10) 

 

Figure S94. HSQC spectrum of euphpepluone L (10) 
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 Figure S95. HMBC spectrum of euphpepluone L (10) 

 

 Figure S96. ROESY spectrum of euphpepluone L (10) 
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Figure S97. CD spectrum of euphpepluone L (10) 

 

Figure S98. UV spectrum of euphpepluone L (10) 
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Figure S99. IR spectrum of euphpepluone L (10) 

 

Figure S100. (+)-HRESIMS spectrum of euphpepluone L (10) 

Wavenumber (cm
-1

) 



58 

 

 

Table S1. 1H and 13C NMR Data of Euphpepluones G, K, and L in CDCl3
a 

       Euphpepluone G         Euphpepluone K         Euphpepluone L  

position δH (J in Hz) δC δH (J in Hz) δC δH (J in Hz) δC 

1a 2.66 d (14.2) 50.3 2.84 d (14.5) 49.9 2.76 d (13.9) 49.0 

1b 2.13 dd (14.0, 9.9) 
 

2.11 d (14.5) 
 

2.00 d (13.9) 
 

2 
 88.5  88.7  88.9 

3 5.86 d (5.7) 80.5 5.98 d (5.9) 81.1 5.71 d (6.3) 80.1 

4 3.36 t (4.4) 44.7 3.71dd (5.5, 4.1) 45 3.94 dd (6.1, 4.3) 44.5 

5 5.74 d (2.6) 71.8 5.82 d (3.5) 72.1 5.81 d (3.5) 72.4 

6  144.2  143.9  146.6 

7a 5.23 s 68.5 5.38 s 68.9 4.54 s 67.5 

7b 
 

 
 

 
 

 

8a 4.03 d (11.0) 70.1 4.21 s 70.4 5.22 s 71.9 

8b 
 

 
 

 
 

 

9 4.72 s 86.1 5.07 s 87.1 5.09 s 82.4 

10  40.1  40.4  40.9 

11 5.91 d (16.0) 134 6.15 d (15.9) 133.8 6.13 d (15.8) 134.7 

12 5.57 dd (16.0, 9.5) 131.1 5.67 dd (16.0, 9.7) 131.7 5.69 dd (15.7, 9.7) 131.5 

13 2.67 m 37.6 2.88 m 37.6 2.74 m 38.2 

14 5.09 s 79.4 5.15 s 79.6 5.13 s 79.7 

15  84.1  84.5  84.3 

16 1.51 s 22.7 1.48 s 23.5 1.46 s 24.6 

17a 4.87 s 109.4 4.79 s 109.4 4.83 s 108.6 

17b 4.49 s  4.49 s  4.42 s  

18 1.00 s 27.3 1.09 s 27.5 1.07 s 27.4 

19 1.28 s 23.3 1.38 s 23.4 1.44 s 23.8 

20 1.13 d (7.0) 23.7 1.18 d (7.1) 23.8 1.14 d (6.9) 23.4 

OAc-2       

C=O  170.7  171.0  
171.7 

 2.14 s 22.4 2.17 s 22.5 2.25 s 22.6 

OAc-3       

C=O       

       

OAc-5       

C=O  168.6  168.8  168.0 

 1.99 s 21.2 2.04 s 21.2 2.07 s 21.1 

OAc-7       

C=O       

       

OAc-8       

C=O       

   
 

   

OAc-9       

C=O  171.9     

 2.04 s 20.6 
 

   

OAc-14   
 

   

C=O  170.5,  170.6  170.7 

 2.07 s 20.7 2.11 s 20.6 2.11 20.6 
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OAc-15       

C=O       

       

OBz-3       

C=O  
165.0 

 
165.1 

 165.6 

1'  
130.1 

 
130.1 

 129.7 

2',6' 8.07 d (8.2) 129.8 8.06 d (8.4) 129.8 8.08 d (8.0) 129.9 

3',5' 7.43 t (7.3) 128.5 7.42 t (8.0) 128.5 7.43 t (7.8) 128.6 

4' 7.56 t (7.2) 133.3 7.56 t (7.4) 133.3 7.57 t (7.4) 133.5 

OPrp-7       

C=O  172.0     

1'' 2.36 m 27.6 
    

2'' 1.17d (14.0) 9.1 
    

OTig-7       

C=O    164.3   

1''    
126.2 

  

2''   5.77 m 141.9   

3''   1.69 dd (7.3, 1.4) 16.0   

4''   1.52 s 20.1 
  

OiBu-8       

C=O      
175.0 

1''     2.54 m 34.1 

2''     
1.14 d (7.0) 18.9 

3''     1.06 d (6.9) 19.4 

ONic-9       

C=O    165.9  
164.9 

2'''   9.25 d (1.4) 151.1 9.41 br s 151.1 

3'''    125.3  126.6 

4''' 
  8.34 dt (8.0, 1.7) 138.0 8.44 dt (7.9, 1.8) 137.9 

5''' 
  7.39 dd (7.9, 4.9) 123.4 7.43 m 123.5 

6'''  
 

8.77 dd (4.7, 1.3) 153.4 8.79 d (4.8) 153.2 

a: Yang, Y.; Zhou, M.; Wang, D.; Liu, X.; Ye, X.; Wang, G.; Lin, T.; Sun, C.; Ding, R.; Tian, W.; 

Chen, H. F., Jatrophane Diterpenoids from Euphorbia peplus as Multidrug Resistance Modulators 

with Inhibitory Effects on the ATR-Chk-1 Pathway. J Nat Prod 2021, 84 (2), 339-351. 

 


