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Figure S1. (+) ESI-MS spectrum of compound 3. 
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Figure S2. (+) ESI-MS spectrum of compound 4. 
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Figure S3. IR (KBr) spectrum of compound 3. 
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Figure S4. IR (KBr) spectrum of compound 4. 
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Figure S5. 1H NMR (600 MHz, (CD3)2SO) spectrum of compound 3. 
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Figure S6. 13C NMR (151 MHz, (CD3)2SO) spectrum of compound 3. 
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Figure S7. 1H NMR (600 MHz, CDCl3) spectrum of compound 4. 
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Figure S8. 13C NMR (151 MHz, CDCl3) spectrum of compound 4. 
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Figure S9. DEPT (151 MHz, CDCl3) spectrum of compound 4. 
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Figure S10. UV spectrum of compound 3 in MeOH. 

 

 



12 
 

 
 

Figure S11. UV spectrum of compound 4 in MeOH. 
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Figure S12. 1H NMR (600 MHz, pyridine-d5) spectrum of (R)-MTPA of compound 3. 
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Figure S13. 1H NMR (600 MHz, pyridine-d5) spectrum of (S)-MTPA of compound 3. 
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Table S1. 1H NMR spectral data for 3 and its MTPA esters 3a and 3b (1H, 600 MHz). 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 
 

position 
Compound 3 (in DMSO-d6) MTPA essters (in pyridine-d5) 

δH (in ppm, J in Hz) δH (3a) δH (3b) 

1 

 

  
2   
3   
4   
5 5.37 (1H, m) 5.902 (1H, m) 5.971 (1H, m) 
6    
7 3.60 (1H, t, J = 4.2) 5.404 (1H, t, J = 5.6) 5.849(1H, t, J = 3.1) 

7-OH 8.31 (1H, s)   
8 1.39 (1H, m) 1.322 (1H, m) 1.292 (1H, m) 
9 1.06 (1H, m) 1.177 (1H, m) 1.145 (1H, m) 
 1.31 (1H, m) 1.292 (1H, m) 1.123 (1H, m) 

10 0.84 (3H, t, J = 7.2) 1.154 (3H, t, J = 7.5) 1.137 (3H, t, J = 7.6) 
11 2.62 (1H, q, J = 7.2) 2.798 (1H, q, J = 7.3) 2.703 (1H, q, J = 7.4) 
 2.67 (1H, q, J = 7.8) 2.710 (1H, q, J = 7.4) 2.688 (1H, q, J = 7.3) 

12 1.16 (3H, t, J = 7.2) 0.807 (1H, q, J = 6.8) 0.942 (1H, q, J = 6.8) 
13 4.01 (2H, s) 5.306 (2H, s) 5.296 (2H, s) 
14 1.37 (3H, s) 1.541 (3H, s) 1.571 (3H,s) 
15 1.60 (3H, d, J = 0.6) 1.847 (3H, d, J = 1.7) 1.875 (3H, d, J = 1.3) 
16 0.71 (3H, d, J = 6.6) 1.167 (3H, d, J = 6.7) 1.092 (3H, d, J = 6.5) 
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Figure S14. 1H NMR (600 MHz, pyridine-d5) spectrum of (R)-MTPA of compound 4. 
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Figure S15. 1H NMR (600 MHz, pyridine-d5) spectrum of (S)-MTPA of compound 4. 
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Table S2. 1H-NMR spectral data for 4 and its MTPA esters 4a and 4b (1H, 600 MHz). 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

position 
Compound 4 (in CDCl3) 4a (in pyridine-d5) 4b (in pyridine-d5) 

δH (in ppm, J in Hz) δH (in ppm, J in Hz) δH (in ppm, J in Hz) 

1    
2    
3    
4    
5 5.42 (1H, s) 6.008 (1H, s) 6.009 (1H, s) 
6    
7 3.70 (1H, d, J = 6.9) 4.507 (1H, d, J = 5.9) 4.508(1H, d, J = 5.8) 

7-OH    
8 1.50 (1H, m) 

1.05 (1H, m) 
1.712 (1H, m) 1.711 (1H, m) 

9 1.272 (1H, m) 1.271 (1H, m) 
 1.31 (1H, m) 

0.87 (3H, t, J = 7.5) 
1.269 (1H, m) 1.268 (1H, m) 

10 0.933 (3H, t, J = 7.3) 0.933 (3H, t, J = 7.4) 
11 2.65 (2H, m) 2.755 (2H, m) 2.756 (2H, m) 
    

12 1.24 (3H, t, J = 7.5) 
4.24 (2H, m) 

1.108 (3H, t, J = 6.7) 1.109 (3H, t, J = 6.7) 
13 4.671 (2H, m) 4.672 (2H, m) 
14 1.47 (3H, s) 1.988 (3H, s) 1.989 (3H, s) 
15 1.64 (3H, d, J = 1.3) 

0.84 (3H, d, J = 6.7) 
1.590 (3H) 1.590 (3H) 

16 1.206 (3H, d, J = 7.6) 1.206 (3H, d, J = 7.6) 
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Figure S16. Optimized conformers (≥1%) of 3-(4R, 8R). 
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Figure S17. Optimized conformers (≥1%) of 3-(4R, 8S). 
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Figure S18. Optimized conformers (≥1%) of 3-(4S, 8S). 
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Figure S19. Optimized conformers (≥1%) of 3-(4S, 8R). 


