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Figure S1. 1H spectrum, structure, numbering and assignment of 3 in CDCl3 at 25 °C 



 

Figure S2.13C- DEPTq spectrum, structure, numbering and assignment of 3 in CDCl3 at 25 °C 



 

Figure S3. 1H spectrum of 8a in CDCl3 at 25 °C 



 

Figure S4. 13C-- DEPTq spectrum of 8a in CDCl3 at 25 °C 



 

Figure S5. 1H spectrum of 8b in CDCl3 at 25 °C 



 

Figure S6. 13C- DEPTq spectrum of 8b in CDCl3 at 25 °C 



 

Figure S7. 1H spectrum, structure, numbering and assignment of 10a in CDCl3 at 25 °C 



 

Figure S8. 13C- DEPTq spectrum, structure, numbering and assignment of 10a in CDCl3 at 25 °C 



 

Figure S9. NOESY spectrum of 10a in CDCl3 at 25 °C 



 

Figure S10. 1H spectrum, structure, numbering and assignment of 10b in CDCl3 at 25 °C 



 

Figure S11.13C- DEPTq spectrum, structure, numbering and assignment of 10b in CDCl3 at 25 °C 



 

Figure S12. NOESY spectrum of 10b in CDCl3 at 25 °C 



 

Figure S13. 1H spectrum of 14a in CDCl3 at 25 °C 



 

Figure S14. 1H spectrum of 14b in CDCl3 at 25 °C 
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Figure S15. 1H spectrum of 15a in CDCl3 at 25 °C 



 

Figure S16. 13C-APT spectrum of 15a in CDCl3 at 25 °C 



 

Figure S17. 1H spectrum of 15b in CDCl3 at 25 °C 



 

Figure S18. 13C-APT spectrum of 15b in CDCl3 at 25 °C 



Table S1. Comparison of 3JH,H coupling constants for azithromycin, 3, 10a and 10b in CDCl3 at 25 °C; 
*overlapped, the largest difference marked in red 

Atom azithromycin 3 10a 10b Atom azithromycin 3 10a 10b 
2, 3 4.0 4.1 8.7 9.0 2, 16 7.5 6.9 7.2 7.3 
3, 4 2.0 1.6 1.8 1.7 4, 17 7.5 7.3 7.3 7.3 
4, 5 7.5 6.7 7.0 6.1 8, 19 6.5 7.1 7.0 7.0 

7a, 8 < 1 < 1 < 1 1.1 10, 20 6.8 6.9 6.4 6.4 
7b, 8 * 7.4 * * 14, 15 7.5 7.4 7.5 7.3 
8, 9a < 1 * < 1 3.5 5', 6' 6.1 6.0 6.4 6.1 
8, 9b 11.0 11.0 12.1 12.5 5'', 6'' 6.3 6.0 6.2 6.4 

10, 11 1.2 1.2 1.8 1.8      
13, 14a 2.8 1.6 2.0 2.0 11, 11 OH 6.6 < 1 -  -  
13, 14b 9.8 9.4 11.1 11.1 2', 2' OH + n/a n/a n/a 

22, 23eq  - 4.9 2.9 3.7 4'', 4'' OH 10.5 10.2 n/a n/a 
22, 23ax   - 7.4 10.7 10.8      
22, L1a   - 16.0 4.9 7.2 7a, 7b 14.7 14.2 14.5 14.7 
22, L1b   -   - 8.2 4.0 9a, 9b 11.0 10.5 12.1 12.5 
q2, q3   -   -   4.6 14a, 14b 14.4 14.5 14.4 14.4 
q3, q4   -   - 8.5  -  4'a, 4'b 12.6 13.0 12.5 * 
q5, q6   - 8.2 8.2 7.0 2''a, 2''b 15.2 15.0 14.7 14.7 
q6, q7   - 7.6 6.9 8.2 23a, 23b  - 14.5 11.6 8.5 
q7, q8   - 8.3 8.2 7.6 L1a, L1b  -    - 15.0 15.6 

          
1', 2' 7.3 7.2 7.3 7.3      
2', 3' 10.3 9.8 10.4 9.9      

3', 4'a 3.8 3.6 4.0 *      
3', 4'b 12.2 13.0 12.0 *      
4'a, 5' 1.9 < 1 2.1 2.0      
4'b, 5' 11.0 10.4 10.2 10.2      
1'', 2''a < 1 < 1 1.4 2.4      
1'', 2''b 5.0 4.6 4.6 4.3      
4'', 5'' 9.6 9.6 8.8 8.8      

 

 

 

 

 

 

 


