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Carbon 

No. 

Aplysterol (1) 

δ (ppm) 

Aplysteril Acetate (2) 

δ (ppm) 

1 (CH2) 37.2 37.0 

2 (CH2) 31.7 27.7 

3 (CH) 71.8 74.0 

4 (CH2) 42.3 38.1 

5 (C) 140.7 139.6 

6 (CH) 121.7 122.6 

7 (CH2) 31.9 31.9 

8 (CH) 32.0 31.9 

9 (CH) 50.1 50.0 

10 (C) 36.5 37.0 

11 (CH2) 21.1 21.0 

12 (CH2) 39.8 39.8 

13 (C) 39.7 39.7 

14 (CH) 56.8 56.7 

15 (CH2) 24.3 24.3 

16 (CH2) 28.2 28.2 

17 (CH) 56.1 56.1 

18 (CH3) 11.8 11.8 

19 (CH3) 19.4 19.3 

20 (CH) 35.9 35.8 

21 (CH3) 18.8 18.7 

22 (CH2) 33.9 33.8 

23 (CH2) 29.0 29.0 

24 (CH) 39.8 39.8 

25 (CH) 37.5 38.1 

26 (CH2) 25.8 25.7 

27 (CH3) 15.9 15.9 

28 (CH3) 16.5 16.5 

29 (CH3) 12.2 12.0 

CH3COO-  170.5 

CH3COO-  21.4 
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Table S2. Potential molecular structures from the parent ions obtained. 
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Didehydroaplysterol 

Parent ions Daugther ions 
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          Table S3. Gradient used in the chromatographic separations 

Time (min) % A % B 

0.0 50 50 

5.0 0 100 

7.5 0 100 

11.0 50 50 

15.0 50 50 

 

 

 

Figure S1. Signals produced by the olefinic carbons of the aplysterol mixture in the 
13

C-NMR 

spectrum (125 MHz, CDCl3). The relative intensities of the four equivalent quaternary carbons shown 

in Table 1 give the quantitative percentage for the mixture described in Figure 1. 
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Figure S2. Aplysterol chromatogram in SIR and MR modes (UHPLC-MS). 
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Figure S3. 
1
H-NMR spectrum of the mixture of aplysterols (300 MHz, CDCl3). 
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Figure S4. 
13

C-NMR spectrum of the mixture of aplysterols (75 MHz, CDCl3). 
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Figure S5. Mass spectrum of the mixture of aplysterols. 
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Figure S6. High resolution mass spectrum of the mixture of aplysterols. 
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Figure S7. 
1
H-NMR spectrum of the mixture of aplysterol acetates (300 MHz, CDCl3). 
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Figure S8. 
13

C-NMR spectrum of the mixture of aplysterol acetates (75 MHz, CDCl3). 
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Figure S9. IR spectrum of the mixture of aplysterol acetates. 
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Figure S10. TOCSY spectrum of the mixture of aplysterol acetates (300 MHz, CDCl3). 

 

 

 

 

                        


