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ED, ab initio  
calculations 
 

re a) Å b) 
C–C 1.393(3) 
C–H 1.086(4) 

 
 The equilibrium bond lengths were estimated using the ED data reported in [1,2], taken at  
 room temperature. The structural analysis was based on the Morse-like potential function  
 with a3(C–C) and a3(C–H) parameters assumed at 2.131 Å–1 and 1.980 Å–1, respectively,  
 being taken from the literature. The force constants were constrained to the values from  
 MP2/6-31G(d) calculations. 
  
 a) Anharmonic approximation.  
 b) Uncertainties were not estimated in the original paper.  
     The listed uncertainties were roughly estimated from  
     the reported dependence on the three models on the  
     effect of anharmonic potential field, in addition to  
     those in the original experimental data. 
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