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1,3-Dihexadecyl-1H-benzo[d]imidazol-3-ium bromide (1) 

 

The alkylation reaction of benzimidazol (0.312 g, 2.64 mmol) was performed under basic conditions by addition of NaHCO3 (0.887 g, 10.56 mmol, 

4 equiv.) in anhydrous dimethylformamide (15 mL) and an excess of 1-bromohexadecane (4.84 g, 15.84 mmol, 6 equiv.). The progress of the 

reaction was followed by TLC (DCM/methanole = 10:0.25) and the reaction was carried out under reflux for 48h in an inert nitrogen atmosphere. 

NaBr salt was precipitated with hexane and the crude product 1 was obtained by filtration. Further purrification by flash chromatography 

(DCM/methanole = 10:0.25) gave the desired bisalkylated QAC 1 (0.941 g, 1.66 mmol) in 62.7% yield. 

White powder, 62,7% yield (0.941 g, 1.66 mmol); m.p.= 96.3-99.2°C; Rf = 0.47 (DCM/methanole = 10:0.25);  1H NMR (CDCl3, 400 MHz): 

s, 1H, H-C(2)m, 4H, H-C(4), H-C(5), H-C(6), H-C(7)t, J= 7.3, 4H, H-(C1'), H-(C1'')tt, J= 7.4, 7.3, 4H, H-



(C2'), H-(C2'')tt, J= 7.3, 7.3, 4H, H-(C3'), H-(C3'')tt, J= 7.3, 7.3, 4H, H-(C4'), H-(C4'')m, 44H, H-(C5')-H-(C15'), H-

(C5'')- H-(C15'')t, J= 7.4, 6H, H-(C16'), H-(C16'')13C NMR (CDCl3, 100.6 MHz): 

CCCCCCCCCCC

CCCCCCCCC IR (KBr, cm-1): 3480, 3405, 3115, 3035, 

3030, 2955, 2920, 2850, 2035, 1990, 1950, 1910, 1810, 1790, 1720, 1610, 1460, 1425, 1380, 1350, 1300, 1280, 1215, 1200, 1190, 1140, 1125, 

1110, 1070, 1015, 880, 845. MS-CI (NH3): 568, 536, 445, 381, 371, 353, 338, 304. Elem. anal. (calc. for C39H71BrN2): C 72.30; H 11.05; N 4.32; 

found: C 72.25; H 11.02; N 4.27.

 



 

Figure S1. FTIR spectrum of powder 1,3-dihexadecyl-1H-benzo[d]imidazol-3-ium. 
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Figure S2. 1H NMR of 1,3-dihexadecyl-1H-benzo[d]imidazol-3-ium bromide (1). 
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Figure S3. 13C NMR of 1,3-dihexadecyl-1H-benzo[d]imidazol-3-ium bromide (1). 



 

Figure S4. Positive ESI-MS/MS Q1 scan for 1,3-dihexadecyl-1H-benzo[d]imidazol-3-ium; infusion 10 µL min−1 at concentration 2.5 ng µL−1.  


