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Table S1. 1H- and 13C-NMR assignment of aaptoline B.  

 

 

[a] 1H NMR and 13C spectra were recorded in CDCl3 at 600 MHz and 150 MHz, respectively.  

[b] 1H NMR and 13C spectra were recorded in CDCl3 at 500 MHz and 125 MHz, respectively. 

[c] 1H NMR and 13C spectra were recorded in CD3OD at 700 MHz and 175 MHz, respectively. 

[d] Could not be assigned in the previous study. 

Position 
Reported [a] Synthesized [b] Synthesized [c] 

H (multi, J in Hz) C H (multi, J in Hz) C H (multi, J in Hz) C 

2 9.49 (dd, 10.3, 2.1) 135.3 9.56 (d, 8.4) 136.3 9.52 (dd, 8.4, 1.4) 137.2 

3 7.48 (dd, 10.4, 5.0) 120.2 7.52 (m) 120.1 7.51 (dd, 8.8, 4.6) 120.9 

4 8.96 (dd, 5.2, 2.0) 149.2 8.96 (d, 3.2) 148.2 8.79 (dd, 4.6, 1.8) 149.2 

5  122.9  122.9  124.0 

6 8.49 (s) 118.9 8.52 (s) 119.5 8.51 (s) 121.1 

7  128.0  127.1  134.7 

8  132.8  133.1  128.2 

9  -,[d]  120.4  120.8 

10  120.8  143.1  144.7 

11 7.45 (t, 3.0) 104.1 7.52 (m) 104.0 7.34 (t, 1.4) 103.9 

12 7.51 (t, 3.0) 126.4 7.52 (m) 126.8 7.59 (d, 2.8) 128.6 

13-NH 8.84 (br. s)  9.43 (br.s)    

14  167.4  167.3  168.7 

15 4.49 (q, 8.5) 61.1 4.47 (q, 7.1) 61.2 4.45 (q, 7.2) 62.2 

16 1.48 (t, 8.5) 14.6 1.46 (t, 7.1) 14.6 1.46 (t, 7.0) 14.9 
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