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AB We use time-dependent density functional theory and Born-Oppenheimer molecular 

dynamics methods to investigate the fragmentation of doubly ionized uracil in gas phase. 

Different initial electronic excited states of the dication are obtained by removing electrons 

from different inner-shell orbitals of the neutral species. We show that shape-equivalent orbitals 

lead to very different fragmentation patterns revealing the importance of the intramolecular 

chemical environment. The results are in good agreement with ionion coincidence 

measurements of uracil collision with 100 keV protons.  
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