
1 
 

Exploring the Phytochemicals of Acacia melanoxylon 

R. Br. 

Diana Alves1, Sidónio Duarte1, Pedro Arsénio2, Joana Gonçalves3, Cecília M. P. Rodrigues3, Ana 

Lourenço1,* and Patrícia Máximo1,* 

Figure S1 - 1H NMR spectrum of Lupeol 1 (unpurified) (CDCl3, 400 MHz)    3 

 

Figure S2 - 1H NMR spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3, 400 MHz)  3 

Figure S3 - 13C NMR spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3, 100 MHz)  4 

Figure S4 - DEPT135 spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3)   4 

Figure S5 - HSQC spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3)   5 

Figure S6 - HMBC spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3)    5 

Figure S7 - COSY spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3)   6 

Figure S8 - NOESY spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3)   6 

 

Figure S9 - 1H NMR spectrum of 3-E-coumaroyl lupeol (dioslupecin A) 3 (unpurified)  

      (CDCl3, 400 MHz)         7 

Figure S10 - 13C NMR spectrum of 3-E-coumaroyl lupeol (dioslupecin A) 3 (unpurified)  

                 (CDCl3, 100 MHz)         7 

Figure S11 - DEPT135 spectrum of 3-E-coumaroyl lupeol (dioslupecin A) 3 (unpurified)  

                 (CDCl3)          8 

Figure S12 - HSQC spectrum of 3-E-coumaroyl lupeol (dioslupecin A) 3 (unpurified)  

      (CDCl3)          8 

Figure S13 - HMBC spectrum of 3-E-coumaroyl lupeol (dioslupecin A) 3 (unpurified)  

      (CDCl3)          9 

Figure S14 - NOESY spectrum of 3-E-coumaroyl lupeol (dioslupecin A) 3 (unpurified)  

      (CDCl3)          9 

 

Figure S15 - 1H NMR spectrum of the mixture of 3-Z-coumaroyl lupeol 2 and 

         3-E-coumaroyl lupeol 3 (1.0:2.0) (CDCl3, 500 MHz)    10 

Figure S16 - GC-FID chromatogram of the mixture of 3-Z-coumaroyl lupeol 2 and  

        3-E-coumaroyl lupeol 3 (1.0:1.6)        11 

Figure S17 - 1H NMR spectrum of the mixture of 3-Z-coumaroyl lupeol 2 and  

        3-E-coumaroyl lupeol 3 (1.0:4.4)  (CDCl3, 500 MHz)     12 

 

Figure S18 - 1H NMR spectrum of kolavic acid 15-methyl ester 4 (CDCl3, 500 MHz)  12 

Figure S19 - 13C NMR spectrum of kolavic acid 15-methyl ester 4 (CDCl3, 125 MHz)  13 



2 
 

Figure S20 - DEPT135 spectrum of kolavic acid 15-methyl ester 4 (CDCl3)    13 

Figure S21 - HSQC spectrum of kolavic acid 15-methyl ester 4 (CDCl3)    14 

Figure S22 - HMBC spectrum of kolavic acid 15-methyl ester 4 (CDCl3)    14 

Figure S23 - COSY spectrum of kolavic acid 15-methyl ester 4 (CDCl3)    15 

Figure S24 - NOESY spectrum of kolavic acid 15-methyl ester 4 (CDCl3)    15 

Figure S25 - ESI-MS spectra of kolavic acid 15-methyl ester 4      16 

 

Figure S26 - 1H NMR spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3, 500 MHz) 17 

Figure S27 - 13C NMR spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3, 125 MHz) 17 

Figure S28 - DEPT135 spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3)   18 

Figure S29 - HSQC spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3)   18 

Figure S30 - HMBC spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3)   19 

Figure S31 - COSY spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3)   19 

Figure S32 - ESI-MS spectra of vomifoliol (blumenol A) 5 (unpurified)     20 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



3 
 

Figure S1 - 1H NMR spectrum of Lupeol 1 (unpurified) (CDCl3, 400 MHz) 

 

 

Figure S2 - 1H NMR spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3, 400 MHz) 
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Figure S3 - 13C NMR spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3, 100 MHz) 

 

 

Figure S4 - DEPT135 spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3) 
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Figure S5 - HSQC spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3) 

 

Figure S6 - HMBC spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3) 
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Figure S7 - COSY spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3) 

 

Figure S8 - NOESY spectrum of 3-Z-coumaroyl lupeol 2 (unpurified) (CDCl3) 
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Figure S9 - 1H NMR spectrum of 3-E-coumaroyl lupeol (dioslupecin A) 3 (unpurified) (CDCl3, 400 MHz) 

 

Figure S10 - 13C NMR spectrum of 3-E-coumaroyl lupeol (dioslupecin A) 3 (unpurified) (CDCl3, 100 

MHz) 
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Figure S11 - DEPT135 spectrum of 3-E-coumaroyl lupeol (dioslupecin A) (unpurified) 3  

 

Figure S12 - HSQC spectrum of 3-E-coumaroyl lupeol (dioslupecin A) (unpurified) 3  
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Figure S13 - HMBC spectrum of 3-E-coumaroyl lupeol (dioslupecin A) (unpurified) 3  

 

 

Figure S14 - NOESY spectrum of 3-E-coumaroyl lupeol (dioslupecin A) (unpurified) 3  
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Figure S15 - 1H NMR spectrum of the mixture of 3-Z-coumaroyl lupeol 2 and 3-E-coumaroyl lupeol 

3 (1.0:2.0) (CDCl3, 500 MHz) 
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Figure S16 - GC-FID chromatogram of the mixture of 3-Z-coumaroyl lupeol 2 and 3-E-coumaroyl 

lupeol 3 (1.0:1.6)  
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Figure S17 - 1H NMR spectrum of the mixture of 3-Z-coumaroyl lupeol 2 and 3-E-coumaroyl lupeol 

3 (1.0:4.4)  (CDCl3, 500 MHz) 

 

Figure S18 - 1H NMR spectrum of kolavic acid 15-methyl ester 4 (CDCl3, 500 MHz) 
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Figure S19 - 13C NMR spectrum of kolavic acid 15-methyl ester 4 (CDCl3, 125 MHz) 

 

 

Figure S20 - DEPT135 spectrum of kolavic acid 15-methyl ester 4 (CDCl3) 
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Figure S21 - HSQC spectrum of kolavic acid 15-methyl ester 4 (CDCl3) 

 

Figure S22 - HMBC spectrum of kolavic acid 15-methyl ester 4 (CDCl3) 
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Figure S23 - COSY spectrum of kolavic acid 15-methyl ester 4 (CDCl3) 

 

 

Figure S24 - NOESY spectrum of kolavic acid 15-methyl ester 4 (CDCl3) 
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Figure S25 - ESI-MS spectra of kolavic acid 15-methyl ester 4  
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Figure S26 - 1H NMR spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3, 500 MHz) 

 

 

Figure S27 - 13C NMR spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3, 125 MHz) 
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Figure S28 - DEPT135 spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3) 

 

Figure S29 - HSQC spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3) 
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Figure S30 - HMBC spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3) 

 

 

Figure S31 - COSY spectrum of vomifoliol (blumenol A) 5 (unpurified) (CDCl3) 
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Figure S32 - ESI-MS spectrum of vomifoliol (blumenol A) 5 (unpurified)  

 

 

 

 

 

 

 

 

 

 


