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Table S1. Relevant 1H NMR spectral data of compounds 1-6, and similar structures isolated from Spaherocccus 

coronopifolius. 

Compound 
1H NMR (400 
MHz, CDCl3) 

Reported compound 
structure [a] 

1H NMR (400 MHz, 
CDCl3) 

 

H-14 (δH 3.25, dd, 
J = 7.3, 3.2 Hz) 

 

H-14 (δH 3.88, dd, J = 
12.8, 3.3 Hz) 

 

H-14 (δH 4.46, dd, J = 
12.8, 3.7 Hz) 

 

H-14 (δH 3.02, dd, 
J = 10.4, 7.3 Hz) 

 

H-14 (δH 3.88, dd, J = 
12.8, 3.3 Hz) 

 

H-14 (δH 4.46, dd, J = 
12.8, 3.7 Hz) 

 

H-14 (δH 2.79, dd, 
J = 9.0, 1.9 Hz) 

 

H-14 (δH 3.74, dd, J = 
7.9, 1.2 Hz) 
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H-13 (δH 3.09, dd, 
J = 17.7, 10.2 Hz) 
 
H-14 (δH 2.87, dd, 
J = 10.2, 6.8 Hz) 
 

 

H-13α (δH 2.33, ddd, 
J = 12.8, 12.4, 11.6 
Hz) 
 
H-14 (δH 3.88, dd, J = 
12.8, 3.3 Hz) 
 

 

H-13α (δH 2.70, ddd, 
J = 13.7, 12.8, 12.4, 
2.9 Hz) 
 
H-14 (δH 4.46, dd, J = 
12.8, 3.7 Hz) 
 

 

H-13α (δH 2.63, dd, J 
= 18.2, 1.2 Hz) 
 
H-13β (δH 2.99, dd, J 
= 18.2, 7.9 Hz) 
 
H-14 (δH 3.74, dd, J = 
7.9, 1.2 Hz) 

 

H-12 (δH 3.30 d, J 
= 11.4 Hz) 

 

H-12 (δH 3.34, dt, J = 
11.6, 5.4 Hz) 

 

H-12 (δH 3.61 dd, 
J = 5.6, 3.0 Hz)[b] 

 

H-12 (δH 3.45, br s) 

 

H-12 (δH 3.50, dd J = 
3.4, 2.4 Hz) 

[a] Smyrniotopoulos, V.; Quesada, A.; Vagias, C.; Moreau, D.; Roussakis, C.; Roussis, V., Cytotoxic 
bromoditerpenes from the red alga Sphaerococcus coronopifolius. Tetrahedron 2008, 64, (22), 5184-
5190. 

[b] 1H NMR (300 MHz, CDCl3) 
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Characterization 
1H NMR (400 MHz, CDCl3) of Sphaerococcenol A (SA) 

 
13C NMR (75 MHz, CDCl3) of of Sphaerococcenol A (SA) 
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1H NMR (400 MHz, CDCl3) of 1 

 

13C NMR (101 MHz, CDCl3) of 1 
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HSQC NMR (CDCl3) of 1 

 

COSY NMR (CDCl3) of 1 
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HMBC NMR (CDCl3) of 1 

 

HRMS spectra of 1 

 

  

E:\Massa\MF90_10_out 11/10/21 15:33:58

MF90_10_out #2830-2878 RT: 17.05-17.31 AV: 49 NL: 6.23E6
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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1H NMR (400 MHz, CDCl3) of 2 

 

13C NMR (101 MHz, CDCl3) of 2 
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HSQC NMR (CDCl3) of 2 

 
COSY NMR (CDCl3) of 2 
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HRMS spectra of 2 

 

  

E:\Massa\MF91_RT28_10_out 11/10/21 15:59:26

MF91_RT28_10_out #2655-2755 RT: 16.18-16.70 AV: 101 NL: 1.04E6
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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1H NMR (400 MHz, CDCl3) of 3 

 

13C NMR (101 MHz, CDCl3) of 3 
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HSQC NMR (CDCl3) of 3 

 
COSY NMR (CDCl3) of 3 
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HRMS spectra of 3 

 

 

  

E:\Massa\MF91_RT30_10_out 11/10/21 16:24:54

MF91_RT30_10_out #2757-2855 RT: 16.71-17.24 AV: 99 NL: 3.03E6
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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[M+H]+ 
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1H NMR (300 MHz, CDCl3) of 4 

 

13C NMR (101 MHz, CDCl3) of 4 
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HSQC NMR (CDCl3) of 4 

 

COSY NMR (CDCl3) of 4 
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HRMS spectra of 4 

 

 

  

E:\Massa\MF88_10_out2 11/10/21 17:41:18

MF88_10_out2 #2650-2740 RT: 16.06-16.54 AV: 91 NL: 7.06E5
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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1H NMR (400 MHz, CDCl3) of 5 

 

13C NMR (101 MHz, CDCl3) of 5 
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HSQC NMR (CDCl3) of 5 

 
COSY NMR (CDCl3) of 5 
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HRMS spectra of 5 

 

 

  

E:\Massa\MF93F11-23_10_out2 11/10/21 16:50:21

MF93F11-23_10_out2 #2145-2341 RT: 13.47-14.51 AV: 197 NL: 1.09E8
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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1H NMR (300 MHz, CDCl3) of 6 

 

13C NMR (75 MHz, CDCl3) of 6 
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HSQC NMR (CDCl3) of 6 

 
COSY NMR (CDCl3) of 6 
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HRMS spectra of 6 

 

 

E:\Massa\MF93F28-38_10_out2 11/10/21 17:15:51

MF93F28-38_10_out2 #1713-1918 RT: 10.94-12.04 AV: 206 NL: 5.26E7
T: FTMS + p ESI Full ms [150.0000-1000.0000]
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