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Abstract 

A phytochemical study was carried out on the stem bark of Combretum fragrans F. 

Hoffm., a medicinal plant belonging to the Combretaceae family and used traditionally in 

the treatment of various ailments. Column chromatography separation on silica gel of the 

crude methanol extract from the stem bark of C. fragrans led to the isolation of a new 

pentacyclic triterpene acid, trivially named as fragransin (1) along with four known 

compounds: betulin (2), betulinic acid (3), bellericagenin B (4) and a mixture of -

sitosterol (5) and stigmasterol (6). Compounds structures were elucidated by extensive 

spectroscopic analyses including 1D and 2D NMR, mass spectrometry as well as by 

comparison with the literature data. All compounds were isolated for the first time from 

C. fragrans and their implications in chemosystematic and traditional medicine was also 

briefly discussed. 
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Figure S1a: HRESI-MS(+) Mass Spectrum of compound 1 

 

 

Figure S1b: ESI-MS(+) Mass Spectrum of compound 1 

 
Figure S2: 1H NMR (600 MHz, MeOD) spectrum of compound 1 



 
Figure S3: 13C NMR (151 MHz, MeOD) Spectrum of compound 1 

 
Figure S4: HSQC spectrum of compound 1 

 
Figure S5: 1H-1H COSY spectrum of compound 1 



 
Figure S6: HMBC spectrum of compound 1 

 
Figure S7: 1H NMR (600 MHz, CDCl3) spectrum of compound 2 

 
Figure S8: C NMR (150 MHz, CDCl3) spectrum of compound 2. 

 



 
Figure S9: 1H NMR (600 MHz, DMSO-d6) spectrum of compound 3 

 

 
Figure S10: 13C NMR (151 MHz, DMSO-d6) spectrum of compound 3 

 

 
Figure S11: 1H NMR (600 MHz; DMSO-d6) spectrum of compound 4 



 
Figure S12: 13C NMR (151 MHz, DMSO-d6) spectrum of compound 4 

 

 
Figure S13: 1H NMR (500 MHz, CDCl3) spectrum of compounds 5+6 in mixture. 

 
Figure S14: 13C NMR (125 MHz, CDCl3) spectrum of compounds 5+6 in mixture. 



 

Figure S15: COSY and HMBC correlation of 1 

Table 1S: 1H  (600  MHz,  CD3OD) and 13C (150 MHz, CD3OD) NMR data and HMBC 
correlation of compound 1. 

 Compound 1 
N° H (Mult., J (Hz)) C HMBC 
1 2.02  ; 1.06  49.8  
2 3.77 (1H, dddd, J = 11.5, 9.4 and 4.2) 68.4  
3 3.25 (1H, d, J = 9.4) 83.2 C2, C24, C23 
4 - 49.5  
5 - 115.0  
6 - 150.3  
7 2.23  (1H, d, J = 17.6); 1.54  (1H, d, J = 17.6) 29.9 C5, C6, C8, C26 
8 - 40.5  
9 1.96 (1H, t, J = 9.1) 44.6  
10 - 46.3  
11 2.23  ; 2.09  22.7  
12 5.41 (t, 1H) 122.8  
13 - 142.6  
14 - 41.0  
15 2.37  ; 1.63  26.8  
16 1.80  ; 1.03  27.7  
17 - 45.1  
18 3.11 (1H, brs) 43.1  
19 3.30 (1H, d, j = 3.9) 81.0  
20 - 34.6  
21 1.78  ; 1.64  32.5  
22  27.9  
23 1.29 (3H, s) 20.7 C5, C3, C4 
24 4.08  (1H, d, J = 8.8); 4.18  (1H d, J = 8,8) 84.3  
25 1.21 (3H, s) 20.5 C5, C4, C1, C9 
26 0.86 (3H, s) 17.7 C9, C14, C7 
27 1.30 (3H, s) 23.8 C13, C8, C15 
28 - 180.0  
29 0.96 (3H, s) 27.3 C19, C20 
30 0.99 (3H, s) 23.5 C19, C20 

 


