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Abstract: Phytochemical investigation of Cydonia oblonga Mill. collected in 

Xinjiang province, China, led to the isolation and identification of three new 

dibenzofurans (1-3) along with one known compound (4). Their structures were 

elucidated based on HRESIMS, spectroscopic data (IR, UV, 1D, 2D NMR) and X-ray 

diffraction analysis. 
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Table S1. 
1
H NMR (400 MHz) and 

13
C NMR (100 MHz) data for compounds 1-3 (δH, 

δC in ppm, J in Hz) 

 1
a
 2

a
  3

b
 

position δH δC δH δC δH δC 

1 7.29 s 98.0  141.2 7.23 s 97.4 

2  151.8  137.3  153.8 

3  141.6  146.1  143.3 

4  140.2  132.6  139.6 

4a  143.9  146.3  144.8 

5a  146.1  145.5  150.4 

6  133.4  133.1  170.5 

7  147.8  147.5  159.6 

8 7.03 d (8.4) 109.4 7.02 d (8.3) 109.4 5.87 s 107.2 

9 7.39 d (8.4) 110.7 7.49 d (8.3) 112.7  183.3 

9a  120.8  120.1  123.3 

9b  121.2  110.1  118.7 

OMe-2 3.92 s 57.7 3.85 s 61.8 3.94 s 56.6 

OMe-3 3.85 s 61.7 3.96 s 61.8 3.95 s 61.8 

OMe-4 4.16 s 61.5 4.04 s 61.6 4.21 s 61.4 

OMe-7 3.92 s 57.1 3.92 s 57.4 3.89 s 57.1 

OH-1   8.48 br s    

OH-6 8.25 br s  8.26 br s    
a 
Recorded in acetone-d6. 

b 
Recorded in CDCl3. 

Figure S1. Chemical structures of compounds 1-4 

 

Figure S2. Key COSY, HMBC and NOESY correlations of compound 1 
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Figure S3. IR spectrum of compound 1 

 

Figure S4. HRESIMS spectrum of compound 1 
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Figure S5. 
1
H NMR spectrum of compound 1 in acetone-d6 

 

Figure S6. 
13

C NMR spectrum of compound 1 in acetone-d6 
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Figure S7. HSQC spectrum of compound 1 in acetone-d6 

 

Figure S8. HMBC spectrum of compound 1 in acetone-d6 
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Figure S9. NOESY spectrum of compound 1 in acetone-d6 

 

Figure S10. Key COSY, HMBC and NOESY correlations of compound 2 
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Figure S11. IR spectrum of compound 2 

 

Figure S12. HRESIMS spectrum of compound 2 
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Figure S13. 
1
H NMR spectrum of compound 2 in acetone-d6 

 

Figure S14. 
13

C NMR spectrum of compound 2 in acetone-d6 
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Figure S15. HSQC spectrum of compound 2 in acetone-d6 

 

Figure S16. HMBC spectrum of compound 2 in acetone-d6 
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Figure S17. NOESY spectrum of compound 2 in acetone-d6 

 

Figure S18. X-ray ORTEP drawing of compound 2 

 

Figure S19. Key COSY, HMBC and NOESY correlations of compound 3 
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Figure S20. IR spectrum of compound 3 

 

Figure S21. HRESIMS spectrum of compound 3 
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Figure S22. 
1
H NMR spectrum of compound 3 in CDCl3 

 

Figure S23. 
13

C NMR spectrum of compound 3 in CDCl3 
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Figure S24. HSQC spectrum of compound 3 in CDCl3 

 

Figure S25. HMBC spectrum of compound 3 in CDCl3 
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Figure S26. NOESY spectrum of compound 3 in CDCl3 

 

Figure S27. UV spectrum of compound 1 
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Figure S28. UV spectrum of compound 2 

 
Figure S29. UV spectrum of compound 3 

 


