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Table	S1:	The	on-site	Coulomb	U	and	the	on-site	exchange	interaction	J	for	GGA+U	calculation	
TYPES	 U	 J	 Band	gap	(eV)	

Liechtenstein	approach	1	

4.2	 0.7	 2.179	
4.5	 1.0	 2.120	
5.6	 0.7	 2.120	

Dudarev	approach	2	

3.1	 0.0	 1.940	
3.5	 0.0	 2.028	
3.8	 0.0	 2.066	
4.0	 0.0	 2.023	

	

	
Figure	S1:	Density	of	state	(DOS)	of	AFM	and	FM	configurations	of	NaVOPO4	obtained	by	GGA+U	and	HSE06.	The	negative	(positive)	
value	of	DOS	indicates	the	down	(up)	spin.	
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Figure	S2:	Diffusion	directions	in	NaVOPO4	

	
	

a) Diffusion	along	the	[100]	direction	 b) Diffusion	along	the	[111]	direction	

	 	

c) Diffusion	along	the	[101]	direction	 d) Diffusion	along	the	[111]	direction	

	 	
Figure	S3:	Activation	energy	profile	of	Na	vacancy	–	positve	polaron	complex	in	NaVOPO4.	The	red,	blue	and	green	curves	coresspond	
to	the	crosing,	parallel	and	single	diffusion	processes,	respectively.	
	
	



a) Diffusion	along	the	[100]	direction	 b) Diffusion	along	the	[111]	direction	

	 	
	

c) Diffusion	along	the	[101]	direction	 d) Diffusion	along	the	[010]	direction	

	 	
	
Figure	S4:	Activation	energy	profile	of	Na	ion	–	negative	polaron	complex	in	VOPO4.	Red,	blue	and	green	curvers	illustrate	the	crosing,	
parallel	and	single	diffusion	processes,	respectively.	
	


