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Temperature T for coronene with vibrational energy E, calculated from its vibrational mode spectrum (see Draine & Li 2001). For coronene to attain a vibrational temperature of T ≳ 2200, 3000, and 4000 K, its vibrational energy E has to exceed ∼13.2, 20.0, and 28.5 eV, respectively. This can only be achieved for PAHs excited by multiple photons or energetic particles.



    

  
    
      Fig. 5. 
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Fragmentation of 1-hydrocoronene (top) and O-substituted coronene (bottom) at 3000 K. The orange text in the cells indicates the fragment(s) which are located far away from the maternal molecule.



    

  
    
      Fig. 7. 
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Hydrogen roaming on C22H10 fragment produced by ejection of HCN from nitrogen-substituted coronene.



    

  
    
      Fig. 10. 
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Formation of heptagons in 1-methoxycoronene.
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