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Figure S1. Key 1H–1H COSY, HMBC and ROESY correlations of 4. 

Table S1. 1H and 13C NMR data of compound (4) and isoeverninic acid (5-O-methylorsellinic 

acid).[1,2] 

 4 Isoeverninic acid[1,2] 

pos. δC,a,b type δH
a

 (multi, J[Hz]) δC,c type δH
c
 (multi, J[Hz]) 

1 173.6, CO  174.1, CO  

2 105.9, C   105.5, C  

3 166.3, C  167.2, C  

4 101.8, CH 6.15 d (2.5) 99.4, CH 6.33 d (2.5) 

5 164.0, C  165.1, C  

6 112.6, CH 6.20 dd (2.5, 1.0) 111.4, CH 6.35 d (2.5) 

7 144.7, C  144.5, C  

8 24.4, CH3 2.44 s 24.3, CH3 2.57 s 

9 52.26, CH3 3.87 s 55.7, CH3 3.80 s 
[1] Y. Nishitoba, H. Nishimura, T. Nishiyama, J. Mizutani, Phytochemistry 1987, 26, 3181-3185. 

[2] J. Guo, Z.-L. Li, A.-L. Wang, X.-Q. Liu, J. Wang, X. Guo, Y.-K. Jing, H.-M. Hua, Planta Med. 

2011, 77, 2042–2046.. 
a Measured in methanol-d4 at 125 MHz for 13C and 500 MHz for 1H.  
b Assignment confirmed by HMBC and HSQC spectra.  
c Measured in chloroform-d at 75 MHz for 13C and 300 MHz for 1H. 
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Figure S2. LR-ESI-MS of 1. 
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Figure S3. HR-ESI-MS of 1. 
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Figure S4. 1H NMR spectrum of 1 in methanol-d4 at 500 MHz. 
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Figure S5. 13C NMR spectrum of 1 in methanol-d4 at 125 MHz. 
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Figure S6. 1H–1H NMR spectrum of 1 in methanol-d4 at 500 MHz. 



S9 
 

 

Figure S7. HMBC spectrum of 1 in methanol-d4 at 500 MHz. 
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Figure S8. HSQC spectrum of 1 in methanol-d4 at 500 MHz. 
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                       Figure S9. ROESY spectrum of 1 in methanol-d4 at 500 MHz. 
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Figure S10. LR-ESI-MS of 2.  
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Figure S11. HR-ESI-MS of 2.
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Figure S12. 1H NMR spectrum of 2 in methanol-d4 at 500 MHz. 
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Figure S13. 1H-1H COSY spectrum of 2 in methanol-d4 at 500 MHz. 
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Figure S14. HMBC spectrum of 2 in methanol-d4 at 500 MHz. 



S17 
 

 

Figure S15. HSQC spectrum of 2 in methanol-d4 at 500 MHz. 
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Figure S16. ROESY spectrum of 2 in methanol-d4 at 500 MH
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Figure S17. 1H NMR spectrum of 3 and 4 in methanol-d4 at 500 MHz.  
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Figure S18. 13C NMR spectrum of 3 and 4 in methanol-d4 at 125 MHz. 
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Figure S19. 1H-1H COSY spectrum of 3 and 4 in methanol-d4 at 500 MHz. 
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Figure S20. HMBC spectrum of 3 and 4 in methanol-d4 at 500 MHz. 
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Figure S21. HSQC spectrum of 3 and 4 in methanol-d4 at 500 MHz. 
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Figure S22. ROESY spectrum of 3 and 4 in methanol-d4 at 500 MHz. 


