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 Photochemical mechanistic study of hexafluorobenzene 
involving the low-lying states 

 This work investigates the photochemical isomerization and 

nonradiative decay process of hexafluorobenzene (HFB) 

involving the low-lying states. Our results show that HFB 

could isomerize to three different products in the ground 

state. Upon photoexcitation, both S 2  and S 1  photochemistry 

of HFB yield Dewar-HFB as the major product  via  conical 

intersections. The structure evolution of each state is 

explicitly described. The present work provides a foundation 

for understanding the photochemistry of highly fluorinated 

systems.  
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