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The structural input files
Table S1. POSCAR for CeO2 (Figure 1a).
	CeO2
	
	

	1.0
	
	

	5.4809997749
	0.0000000000
	0.0000000000

	0.0000000000
	5.4809997749
	0.0000000000

	0.0000000000
	0.0000000000
	5.4809997749

	O
	Ce
	

	8
	4
	

	Direct
	
	

	0.250000000
	0.250000000
	0.250000000

	0.750000000
	0.750000000
	0.250000000

	0.750000000
	0.250000000
	0.750000000

	0.250000000
	0.750000000
	0.750000000

	0.250000000
	0.250000000
	0.750000000

	0.750000000
	0.750000000
	0.750000000

	0.750000000
	0.250000000
	0.250000000

	0.250000000
	0.750000000
	0.250000000

	0.000000000
	0.000000000
	0.000000000

	0.000000000
	0.500000000
	0.500000000

	0.500000000
	0.000000000
	0.500000000

	0.500000000
	0.500000000
	0.000000000


Table S2. POSCAR for Ce2O3 (Figure 1b).
	Ce2O3
	
	

	1.0
	
	

	3.8900001049
	0.0000000000
	0.0000000000

	−1.9450000525
	3.3688389116
	0.0000000000

	0.0000000000
	0.0000000000
	6.1799998283

	O
	Ce
	

	3
	2
	

	Direct
	
	

	0.000000000
	0.000000000
	0.000000000

	0.333333356
	0.666666713
	0.647000027

	0.666666630
	0.333333321
	0.352999973

	0.333333356
	0.666666713
	0.246700005

	0.666666630
	0.333333321
	0.753300033


Table S3. POSCAR for CeO2 -Ce2O3 (Figure 1c).
	CeO2-Ce2O3
	
	

	1.0
	
	

	3.8261500000
	0.0000000000
	0.0000000000

	−1.9130750000
	3.3135430500
	0.0000000000

	0.0000000000
	0.0000000000
	15.546132000

	O
	Ce
	

	9
	5
	

	Direct
	
	

	0.333340000
	0.666660000
	0.050072000

	0.000000000
	0.000000000
	0.150197300

	0.666660000
	0.333340000
	0.250320000

	0.333340000
	0.666660000
	0.350460000

	0.000000000
	0.000000000
	0.496000000

	0.666660000
	0.333340000
	0.649540000

	0.333340000
	0.666660000
	0.749680000

	0.000000000
	0.000000000
	0.849802700

	0.666660000
	0.333340000
	0.949928000

	0.000000000
	0.000000000
	0.000000000

	0.333340000
	0.666660000
	0.200260000

	0.666660000
	0.333340000
	0.400465000

	0.333340000
	0.666660000
	0.591790000

	0.666660000
	0.333340000
	0.792038000
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