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Table S1. Interatomic potential parameters used in the atomistic simulations of Na2MnSiO4. 
Two-body [Φij (rij) = Aij exp (− rij /ρij) − Cij / rij6]

	Interaction
	A (eV)
	ρ (Å)
	C (eV·Å6)
	Y (e)
	K (eV·Å-2)

	Na+–O2−[1]
	1497.830598
	0.287483 
	0.00
	1.000
	99999

	Mn2+–O2−[2]
	2601.394
	0.2780
	0.00
	3.420
	95.0

	Si4+–O2–[2]
	1283.91   
	0.32052
	10.66
	4.000
	99999

	O2−–O2−[2]
	22764.30
	0.1490
	27.88
	–2.860
	74.92

	Al3+ - O2−[3]
	1725.20
	0.28971
	0.000
	3.000
	99999

	Sc3+ - O2−[4]
	1575.85
	0.3211
	0.000
	3.000
	99999

	In3+ - O2−[5]
	1495.65
	0.3327
	4.33
	3.000
	99999

	Y3+ - O2−[6]
	1766.40
	0.33849
	19.43
	3.000
	99999

	Gd3+ - O2−[4]
	1885.75
	0.3399
	20.34
	3.000
	99999

	La3+ - O2−[7]
	2088.79
	0.3460
	23.25
	3.000
	99999

	Ga3+ - O2−[7]
	1625.72
	0.3019
	0.000
	3.000
	99999
















Table S2. Energetics of intrinsic defect process in Na2MnSiO4

	Defect process/equation
	Reaction energy/eV
	Reaction energy per defect/eV

	Na Frenkel /1
	3.20
	1.60

	Mn Frenkel /2
	7.48
	3.74

	O Frenkel /3
	9.84
	4.92

	Si Frenkel /4
	27.06
	13.53

	Schottky /5
	43.42
	5.43

	Na2O Schottky/6
	9.75
	3.25

	MnO Schottky/7
	8.54
	4.27

	SiO2 Schottky/8
	28.54
	9.51

	Na/Mn antisite (isolated) /9
	1.64
	0.84

	Na/Mn antisite (cluster) /10
	0.88
	0.44
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