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Figure 1. Overlay of the structures of the cations of 

1-(pentafluorophenylmethyl)-3-methylimidazolium bromide (red) and 

1-(2-bromophenylmethyl)-3-methylimidazolium bromide (cyan) with the bromide anion 

closest to the face of the phenyl ring.

2. Results and discussion

The 2,6-disubstituted phenylmethylimidazolium bromide salts  

[MeNC3H3NCH2C6H3X-2-F-6]+.Br- [X = F (1), Cl (2), Br (3), I (4), CF3 (5)] were 
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Figure 2. The structure of the cation of 

1-(2,6-difluorophenylmethyl)-3-methylimidazolium bromide (1) indicating the positions 

of the bromide anions and water molecules close to C(1), C(2) and C(3). Thermal 

ellipsoids are at the 50% level. Hydrogen atoms are omitted for clarity.
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Figure 3. The structure of the cation of 

1-(2-chloro-6-fluorophenylmethyl)-3-methylimidazolium bromide (2) indicating the 

positions of the bromide anions close to C(1), C(2) and C(3). Thermal ellipsoids are at 

the 50% level. Hydrogen atoms are omitted for clarity.
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Figure 4. The structure of the cation of 

1-(2-bromo-6-fluorophenylmethyl)-3-methylimidazolium bromide (3) indicating the 

positions of the bromide anions and water molecules close to C(1), C(2) and C(3), and a 

[(Br-)2.2H2O] rhomboid. Thermal ellipsoids are at the 50% level. Hydrogen atoms are 

omitted for clarity.
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Figure 5. The structure of the cation of 

1-(2-iodo-6-fluorophenylmethyl)-3-methylimidazolium bromide (4) indicating the 

positions of the bromide anions close to C(1), C(2), C(3) and I. Thermal ellipsoids are at 

the 50% level. Hydrogen atoms are omitted for clarity.
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Figure 8. The stacking of the cations of 

1-(2,6-difluorophenylmethyl)-3-methylimidazolium bromide (1). Thermal ellipsoids are 

at the 50% level. Hydrogen atoms are omitted for clarity.
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Figure 9. The stacking of the cations of 

1-(2-chloro-6-fluorophenylmethyl)-3-methylimidazolium bromide (2). Thermal 

ellipsoids are at the 50% level. Hydrogen atoms are omitted for clarity.
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Figure 10. The stacking of the cations of 

1-(2-bromo-6-fluorophenylmethyl)-3-methylimidazolium bromide (3). Thermal 

ellipsoids are at the 50% level. Hydrogen atoms are omitted for clarity.
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Table 1 

Crystallographic data for 1-(2,6-difluorophenylmethyl)-3-methylimidazolium bromide 1, 1-(2-chloro-6-fluorophenylmethyl)-3-methylimidazolium bromide 

2, 1-(2-bromo-6-fluorophenylmethyl)-3-methylimidazolium bromide 3, 1-(2-iodo-6-difluorophenylmethyl)-3-methylimidazolium bromide 4, and 

1-(2-trifluoromethyl-6-fluorophenylmethyl)-3-methylimidazolium bromide 5.a 

1 2 3 4 5

Formula C11H11BrF2N2.H2O C11H11BrClFN2 C11H11Br2FN2.1½H2O C11H11BrFIN2 C12H9BrF4N2

Formula weight 307.14 305.58 377.05 397.03 339.13

Crystal system monoclinic triclinic monoclinic triclinic monoclinic

Space group P21/c P1 I2/c P1 P21/c

a, Å 7.32808(12) 6.9865(11) 13.8188(4) 7.4492(4) 8.59143(17)

b, Å 12.4953(2) 8.8271(7) 8.7968(2) 8.9471(5) 10.82231(17)

c, Å 13.7069(2) 10.1670(13) 22.6679(8) 10.3194(5) 14.1621(3)
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d The angle between the planes defined by the non-hydrogen atoms of the imidazolium and phenyl rings. 


































