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Table S1. Properties of the non-periodic Na-free and Na-containing anhydrous ferrous oxalate
(AFO) model at several spin states. ®°
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& Number of unpaired electrons in the system (NUE), zero-point energy-corrected electronic
energy (E), Gibbs free energy at 298.15 K and 1 atm (G), total spin before (S?) and after (S%A)

annihilation, and imaginary frequencies (IF).
b The ground state is bolded.



