Electronic Supplementary Information - Table S3 Electronic energy (E/Eh) solvation energy (DEsol/kcal mol-1) and relative energy (DErel/kcal mol-1) calculated for formamide (F), formamidic acid (FA), their dimers and respective transition states in vacuum and in benzene by means of the PCM method with and without geometry optimisation. The B3LYP/6-31G*(*) computational level (see Section 2) was used in the calculations. PCM calculations were performed by using the united-atom (UA) and the Pauling’s atomic radii. The PCM energy is the sum of electronic energy, dispersion-repulsion and cavitation energy.53�
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