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UMR 8587 CNRS, Université d’Evry Val d’Essonne, 91025 Evry, France.
Email: mgaigeot@univ-evry.fr

‡ Department of Chemistry, University of Illinois at Urbana-Champaign, Urbana,
Illinois 61801, USA.
Email: j-lisy@illinois.edu
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Figure S1: Evolution of the Gibbs free energy difference between the Na+(APE)
(left) and K+(APE) (right) conformers computed at the MP2/TZVPP level of the-
ory.

Figure S2: VDOS analysis of the AG1-Na+(add) (left) and AG1-K
+(add) (right)

dynamical IR spectrum. VDOS relative intensities are scaled in order to be com-
pared with the IR.

Figure S3: Evolution of the Gibbs free energy difference between the Na+(APE)(H2O)
(left) and K+(APE)(H2O) (right) conformers computed at the MP2/TZVPP level
of theory.

Figure S4: VDOS analysis of the AG1-Na+W(add2) (left) and AG1-K
+W(add2)

(right) dynamical IR spectrum at 100K. VDOS relative intensities are scaled in or-
der to be compared with the IR.

Figure S5: VDOS analysis of the AG1-Na+W(ins1) (left) at 300 K and AG1-
K+W(add2) (right) at 250 K dynamical IR spectrum. VDOS relative intensities
are scaled in order to be compared with the IR.

Figure S6: Harmonic spectrum of the Na+(APE) (left) and K+(APE) (right) con-
formers computed at the MP2/TZVPP level of theory.

Figure S7: Harmonic spectrum of the Na+(APE)(H2O) (left) and K+(APE)(H2O)
(right) conformers computed at the MP2/TZVPP level of theory.

Figure S8: MP2/TZVPP optimized structure of the transition state between the
Na+-AG1 ”addition” and ”insertion” structures.
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Figure S8: MP2/TZVPP optimized structure of the transition state between the
Na+-AG1 ”addition” and ”insertion” structures.
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