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Fig. S1. Profiles of the relative electronic energy ΔE along the IRC of the (a) G*·2AP(w)↔G·2AP(WC) and  
(b) A·2AP(w)↔A*·2AP(WC) wobble↔Watson-Crick tautomerisations via the sequential single proton 
transfer obtained at the B3LYP/6-311++G(d,p) level of theory in the continuum with ε=4, characteristic for 
the active center of the DNA-polymerase.
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