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Photoemission from non-polar aromatic 
molecules in the gas and liquid phase. 
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We report the molecular orbital analysis for the three isomers  1,2,3- , 1,2,4-  and 1,3,5-
trimethylbenzene. In Table SI.1 are summarized the calculated binding energies for the 
gas phase molecular orbitals, which are showed herein.	
	

	

	

	

	

	

	

	

 

 
Table SI.1. Calculated gas‐phase binding energies  of the molecular orbitals for the three 

isomers of trimethylbenzene.  
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1,2,3‐trimethylbenzene	–	symmetry	Cs	
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1,2,4‐trimethylbenzene	–	symmetry	Cs	
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1,3,5‐trimethylbenzene	–	symmetry	C3h	
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