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Table SI1. Pedone interatomic potential parameters of NaVOPO, polymorphs.! The V-O parameters
were optimized using the GULP software.?

Buckingham: Ae TP _crY A(eV) p (A) C (eV A9) Cut-off (A)
Na%6-O-12 2010.33  0.261901  28.1687 1y =0.0/150 = 15.0
P3-O-12 28357  0.178335  68.0998  rpin = 0.0/rp = 15.0
V3-O12 2306.19 0.228157 0 Tmin = 0.0/Tmax = 15.0
V24012 2306.19 0.228157 0 Tmin = 0.0/Tax = 15.0

O12-012 2067.72  0.342846 214.2 Timin = 0.0/Tpay = 15.0




Table SI2. Computed and experimental bond lengths of B-Na,VO(PO,), compound (in A).

B-Na,VO(PO,),

Comp. Exp.?
V-0 1.749 1.845
1.940 1.868
1.966 1.945
1.977 1.950
1.989 1.967
2.043 1.992
PO 1527 1518
1.542 1.519
1.561 1.529
1.564 1.615

Na(2)-0 2.243 2.223

Na(3)-0 2.271 2.309

Na(4)-O 2.325 2.301

a Ref. 3.
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Figure SI1. Mean square displacement (MSD) vs. time for the Na;VO(PO,), compound at 300 and
600 K.

References

1 A. Pedone, G. Malavasi, M. C. Menziani, A. N. Cormack and U. Segre, J. Phys. Chem. B,
2006, 110, 11780-11795.

2 J. D. Gale and A. L. Rohl, Mol. Simul., 2003, 29, 291-341.
3 J. Kim, H. Kim and S. Lee, Chem. Mater., 2017, 29, 3363-3366.



