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Figure S1. Comparison of GGA and HSE06 band structures for some oxides. The rigid shift 

between the bands are noticeable. 

 

 

-10

-5

 0

 5

 10

 15

 20

 X W K  L U W

E
ne

rg
y 

(e
V

)

MgO

GGA
HSE

-4

-2

 0

 2

 4

 6

 X M  Z R A Z

E
ne

rg
y 

(e
V

)

TiO
2

-4

-2

 0

 2

 4

 6

 8

 10

 X Y  Z N P

E
ne

rg
y 

(e
V

)

HfSiO
4

-4

-2

 0

 2

 4

 6

 8

 10

 12

 X W K  L U

E
ne

rg
y 

(e
V

)

MgAl
2
O

4

a b

c d



 

Figure S2. a) Cmcm and b) Pbnm phases of Na2SO4. The atomic arrangements viewed along 

the dashed arrows are shown at the bottom. The dashed circles in a) show the unblocked 

channel along which Na atoms can oscillate in large amplitudes. 

 


