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Fig. S1 Schematic representation of EDTA4– (L).
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Fig. S2 Calculated lanthanide–water M3+···OW distances, in Å, (top) and lanthanide coordination 
numbers CN (bottom) as a function of r* (Å) and ε (kcal mol–1) cation parameters.
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Fig. S3 The uncomplexed L (dotted line) and L·Na+ (solid line) systems: angle NC–CN as a function of time.
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Fig. S4 FEP calculations of endo L·M3+ complexes in water: ΔG4 as a function of λ. From top to bottom: La3+–Eu3+; La3+–Lu3+; Eu3+–Lu3+ mutations.

