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2. Optimized structures of neutral and radical cation of CH3CN 
 
  

 

 

 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S1. Optimized structures of (upper) neutral acetonitrile 
CH3CN, (middle) CH3CN+(2E) and (lower) CH3CN (2A1) 
calculated at the MP2/6-311++G(d,p) level.  
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3. Spin densities  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 Figure S2. Special distributions of spin densities of 

CH3CN+(2E) and CH3CN (2A1) calculated at the 
MP2/6-311++G(d,p) level. 


