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Figure S1: a) Pd2+-O (black solid) and Pd2+-H (red solid) radial distribution functions (RDFs) and their integration number

(dash line) obtained via a previous QMCF-MD simulation.1 b) Decomposition of the Pd-O RDF according to a combined angular-
radial criterion showing the first shell (solid black), extended first shell (solid blue) and second shell plus bulk (red solid) and the
associated running integration numbers (dashed).
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Figure S2: Coordination number distributions (CNDs) of the first, ext. first and second solvation shells of Pd2+ in aqueous

solution obtained from a previous QMCF-MD simulation.1
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