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Theoretical details

A detailed study of the potential energy surface (PES) of neutral and singly positively

charged N-acetylglycine is presented here. In the following figures we present the critical

points (minima and transition states) corresponding to:

• Structure of neutral conformers of N-acetylglycine (Fig. 1);

• Isomerisation pathways for neutral N-acetylglycine conformers (Fig. 2);

• Structure of singly charged conformers of N-acetylglycine (Fig. 3);

• Isomerisation pathways for singly charged N-acetylglycine conformers (Fig. 4);

• Structure of singly charged diols of N-acetylglycine (Fig. 5);

• Isomerisation pathways for singly charged N-acetylglycine diols (Fig. 6).
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