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S1. 1H NMR (400 MHz, CD3OD) spectrum of the new compound 1. 
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S1-1. Expanded 1H NMR (400 MHz, CD3OD) spectrum of the new compound 1. 
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S2. 13C NMR (100 MHz, CD3OD) spectrum of the new compound 1. 
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S2-1. Expanded 13C NMR (100 MHz, CD3OD) spectrum of the new compound 1. 
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S3. HSQC spectrum (400 MHz, CD3OD) of the new compound 1. 
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S4. HMBC spectrum (400 MHz, CD3OD) of the new compound 1. 

 

 

 

 

 

 

 

 

 

 

 



 8 

S5. 1H NMR (400 MHz, DMSO-d6) spectrum of the new compound 1. 
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S6. 13C NMR (100 MHz, DMSO-d6) spectrum of the new compound 1.  
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S7. HMBC spectrum (400 MHz, DMSO-d6) of the new compound 1. 
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S8. HRFABMS spectrum of the new compound 1. 
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S9. 1H NMR (400 MHz, CD3OD) spectrum of the new compound 2. 
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S10. 13C NMR (100 MHz, CD3OD) spectrum of the new compound 2. 
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S11. HSQC spectrum (400 MHz, CD3OD) of the new compound 2. 
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S12. HMBC spectrum (400 MHz, CD3OD) of the new compound 2. 
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S13. HREIMS spectrum of the new compound 2. 
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S14. 1H NMR (400 MHz, CD3OD) spectrum of the new compound 3. 
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S15. 13C NMR (100 MHz, CD3OD) spectrum of the new compound 3. 
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S16. Expanded 13C NMR (100 MHz, CD3OD) spectrum of the new compound 3. 
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S17. HSQC spectrum (400 MHz, CD3OD) of the new compound 3. 
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S18. HMBC spectrum (400 MHz, CD3OD) of the new compound 3. 
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S19. HREIMS spectrum of the new compound 3. 
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Table 1. 1H and 13C NMR Spectroscopic Data for (E)-4′-Demethyl-6-

methyleucomin (1), Anemarcoumarin A (2), and Anemarchalconyn (3) 

1a 2a 3a  
position 

δC, mult. δH, (J in Hz) δC, mult. δH, (J in Hz) δC, mult. δH, (J in Hz) 

1     178.5, qC  

2 68.6, CH2 5.27, d (1.6) 164.3, qC  87.2, qC  

3 128.9, qC  126.2, qC  95.7, qC  

4 186.6, qC  141.7, CH 7.45, s    

4a 103.4, qC  113.8, qC    

5 163.5, qC  130.1, CH 7.32, d (8.4)   

6 105.7, qC  114.5, CH 6.75, dd 
(8.4, 2.0) 

  

7 166.3, qC  162.3, qC    

8 95.1, CH 5.88, s 103.1, CH 6.68, d (2.0)   

8a 161.6, qC  156.2, qC    

1′ 127.2, qC  130.6, qC  130.3, qC  

2′ 133.6, CH 7.23, d (8.4) 131.3, CH 7.10, d (8.8) 133.2, CH 8.07, d (8.8) 

3′ 116.9, CH 6.87, d (8.4) 116.5, CH 6.73, d (8.8) 116.6, CH 6.90, d (8.8) 

4′ 160.7, qC   157.3, qC  165.2, qC  

5′ 116.9, CH 6.87, d (8.4) 116.5, CH 6.73, d (8.8) 116.6, CH 6.90, d (8.8) 

6′ 133.6, CH 7.23, d (8.4) 131.3, CH 7.10, d (8.8) 133.2, CH 8.07, d (8.8) 

7′ 137.9, CH 7.72, s 36.5, CH2 3.69, s   

1″     111.5, qC  

2″     136.3, CH 7.55, d (8.8) 

3″     117.1, CH 6.85, d (8.8) 

4″     161.8, qC  

5″     117.1, CH 6.85, d (8.8) 

6″     136.3, CH 7.55, d (8.8) 

CH3-6 7.1, CH3 1.95, s 

 

  

 

  

a Spectrum recorded at 1H (400 MHz) and 13C NMR (100 MHz) in CD3OD.  


