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Figure S1.  The ground state structure of each composition of NaxFe(SO4)2 (x=0-2), obtaining from the global 
optimization process is shown here. a) Na0Fe(SO4)2, b) Na0.25Fe(SO4)2, c) Na0.5Fe(SO4)2, d) Na0.75Fe(SO4)2, e) 
Na1Fe(SO4)2, f) Na1.25Fe(SO4)2, g) Na1.5Fe(SO4)2, h) Na1.75Fe(SO4)2, and  i) Na2Fe(SO4)2. 
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