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Figure Caption:

Figure S1. Optimized geometries of cytosine, the radicals and respective anions at four levels of theory.  
Figure S2. Spin densities for the cytosine radicals.

Table S1. Total energies (hartree) for the radicals and anions.

	Structure
	BHLYP
	B3LYP
	BLYP
	BP86

	2
	-394.11045 
	-394.34116 
	-394.23716 
	-394.35310 

	4
	-394.10748 
	-394.32879 
	-394.22522 
	-394.34098 

	6
	-394.11637 
	-394.33742 
	-394.23354 
	-394.34938 

	8
	-394.09627 
	-394.31997 
	-394.21714 
	-394.33492 

	10
	-394.10292 
	-394.32658 
	-394.22429 
	-394.34227 

	
	
	
	
	

	3
	-394.22210 
	-394.45144 
	-394.34139 
	-394.46508 

	5
	-394.20595 
	-394.43700 
	-394.32854 
	-394.45197 

	7
	-394.21629 
	-394.44652 
	-394.33740 
	-394.46089 

	9
	-394.17148 
	-394.40154 
	-394.29239 
	-394.41638 

	11
	-394.18774 
	-394.41507 
	-394.30411 
	-394.42768 


Table S2. ZPVE corrections (eV) for the radicals and anions.  
	Structure
	BHLYP
	B3LYP
	BLYP
	BP86

	2
	2.40
	2.27
	2.19
	2.20

	4
	2.38
	2.28
	2.19
	2.20

	6
	2.39
	2.29
	2.20
	2.21

	8
	2.41
	2.31
	2.22
	2.24

	10
	2.39
	2.29
	2.20
	2.22

	
	
	
	
	

	3
	2.40
	2.30
	2.21
	2.22

	5
	2.39
	2.29
	2.19
	2.20

	7
	2.41
	2.30
	2.21
	2.22

	9
	2.41
	2.31
	2.22
	2.23

	11
	2.42
	2.31
	2.22
	2.24


