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Abstract - A simple equation can be used for the evaluation of 

13c chemical shifts of substituted imidazoles. 

Carbon - 13 spectral correlations of substituted imidazoles have not been too 
abundant in recent literature1 and no general equations for the evaluation of 

spectral parameters have been reported. In the course of another already 

deceased synthetic project, a 13c NMR spectroscopic analysis of the title 

compounds was required and a simplistic model for calculating the chemical 

shifts was developed. 

The procedure is based on the assumption that the chemical shifts can be 
2 calculated using the simple mathematical expression : 

The observed and calculated values for the resonances of nearly 30 compounds 

were found to be in satisfactory agreement ( ca. t 2 ppm ) .  In the case of 

multiple substitution, uncertainty increases, as expected, but the calculated 

values can still be used to distinguish the imidazole ring carbons if it is 

not possible on multiplicity grounds. 

Recently, a more elaborate statistical method for similar purposes has been 

3 reported . 



C2 
= 134 .8  ppm 

C = C5 = 121 .5  ppm 
4 

Substituent increments Aik 

CH2CH20R 0 . 2  1 2 . 5  -4 .4  

COOR - 5 . 2  2 1 . 5  - 8 . 2  

Ar 0 . 7  1 6 . 9  - 6 . 2  

In connection with this work, the follcwing 13c t34R -tra were recorded ( JDOL 60 

spectmneter, 15.04 mz, m6, 'US as i n t e r n 1  standard ) :  
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