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Table S1. Calculated energies and numbers of imaginary frequencies. 

Compound Structure HF [a.u.] NImag 

1 

 

−1886.826914 0 

1− 

 

−1886.952107 0 

12− 

 

−1887.039823 0 

12− (isomer) 

 

−1887.041611 0 

P1 

 

−2000.404315 0 

CO CO −113.363848 0 

 

 


