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Fig. S1 The direction of the magnetic moment of each Fe ion in the LiFePO4 cell.

Fig. S2 The HSE06 calculated partial density of states of MPO4 (M = Mn, Fe, Co, Ni).
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Fig. S3 The LiFe0.5Mn0.5PO4 cell which has the lowest energy (antiferromagnetic conditions).
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Fig. S4 The absolute value of calculated magnetic moments of four transition metal ions in 

LixFe0.5Mn0.5PO4 (x = 1, 0.75, 0.5, 0.25, 0).
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Tab. S1 The calculated magnetic moments of four Fe ions in NaxFePO4 (x = 1, 0.75, 0)

Fe-I Fe-II Fe-III Fe-IV

NaFePO4 3.702 -3.702 3.702 -3.702

Na0.75FePO4 3.706 -3.707 3.690 -4.262

FePO4 4.283 -4.283 4.283 -4.283


