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Figure 1.  cytosine
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Figure 2. ab initio  
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Figure 4.   Cytosine  

state A B C D E F

S3 5.52 5.88 5.92 7.30 8.37 7.15 

S2 5.14 3.72 4.03 4.71 7.76 6.52 

S1 5.00 3.72 3.63 3.98 4.59 3.46 

S0 0.00 1.98 2.10 3.98 4.55 3.46 
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Figure 3.    (S0)  
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