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S2. 1H NMR spectrum of 1 in CDCl3 at 400 MHz.
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S3. 13C NMR spectrum of 1 in CDCl3 at 100 MHz. 
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S4. 1H NMR spectrum of 2 in CDCl3 at 400 MHz. 
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S5. 13C NMR spectrum of 2 in CDCl3 at 100 MHz. 
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S6. 1H NMR spectrum of 3 in CDCl3 at 400 MHz. 
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S7. 13C NMR spectrum of 3 in CDCl3 at 100 MHz. 
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S8. 1H NMR spectrum of 6 in CDCl3 at 400 MHz. 
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S9. 13C NMR spectrum of 6 in CDCl3 at 100 MHz. 
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S10. 1H NMR spectrum of 7 in CDCl3 at 400 MHz. 
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S11. 13C NMR spectrum of 7 in CDCl3 at 100 MHz. 
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S12. 1H NMR spectrum of 8 in CDCl3 at 400 MHz. 
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S13. 13C NMR spectrum of 8 in CDCl3 at 100 MHz. 
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S14. 1H NMR spectrum of 9 in CDCl3 at 400 MHz. 
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S15. 13C NMR spectrum of 9 in CDCl3 at 100 MHz. 
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S16. 1H NMR spectrum of 10 in CDCl3 at 400 MHz. 



  17

 

S17. 13C NMR spectrum of 10 in CDCl3 at 100 MHz. 



  18

CH3

CH2

O

CH3

O CH3

H

1

4

7

11
14

18

15

20

19

17

16

H

H

CH3

O

CH3

CH2

O

CH3

O CH3

H

1

4

7

11
14

18

15

20

19

17

16

H

H

32

 

 

 

 

 

 

 

 

 

 

 

Figure 1. 1H-1H COSY correlations (bold lines) and key HMB correlations 

(arrows) for compounds 2 and 3. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure 2. ΔδR-S values for the C-2 MPA derivatives of 5 in CDCl3. 
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Figure 3. Energy – optimized model of compound 3 and 6 (arrows = 

important NOE’s). 
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