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Supporting Information 

 

S1: 1H NMR spectrum of malyngamide 2 (500 MHz, CDCl3) 

S2: 13C NMR spectrum of malyngamide 2 (75 MHz, CDCl3) 

S3: COSY spectrum of malyngamide 2 (CDCl3) 

S4: ROESY spectrum of malyngamide 2 (CDCl3) 

S5: HSQC spectrum of malyngamide 2 (CDCl3) 

S6: HMBC spectrum of malyngamide 2 (CDCl3) 
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S7. Single best conformers for the 6R*,8R*,9R*-triol and 7R*,8R*,9R*-triol with calculated and 

observed 3JHH coupling constants. 

S8. Comparison of the predicted 13C NMR shifts of two possible cyclohexanone core structures for 

malyngamide 2 (1) with experimentally determined 13C NMR shifts. 
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S7. Single best conformers for the 6R*,8R*,9R*-triol and 7R*,8R*,9R*-triol with calculated and 

observed 3JHH coupling constants. 

 

Reference 1. Constantino, M. G.; Lacerda, V.; da Silva, G. V. J.; Tasic, L.; Rittner,  

R. J. Mol. Struct. 2001, 597, 129-136. 
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S8. Comparison of the predicted 13C NMR shifts of two possible cyclohexanone core structures. In 

striped bars, the 6,8,9-triol is compared with the experimentally determined 13C NMR shifts for 

malyngamide 2 (1) (mean deviation per carbon atom = 4.6 ± 2.8 ppm), and in solid bars, the 7,8,9-triol 

is compared (mean deviation per carbon atom = 6.4 ± 4.9 ppm).   
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