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1. Spin density on benzene dimer cation 
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Figure S1. Spin density on the benzene dimer cation at vertical ionization point. The 

calculation was carried out at the MP2/6-31G(d) level of theory. 
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2. Effects of initial structures on the product channel. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S2. Time evolutions of potential energies of the ionization reaction of benzene 

dimer obtained by direct ab-initio MD calculation.  
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