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Figure S1. NEB Pathways corresponding to diffusion barriers reported in Figure 2.(a).
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Figure S2. NEB Pathways corresponding to diffusion barriers reported in Figure 2.(b).



>
[¥]

eV
o = %) w =Y wu

3.5

2.5

1.5

0.5

Vy, site (@)
substituted
with
adjacent O-
ion (@)

-0.5 J)

0.5 1
Pathway Coordinate

O[4] cross to Vy

y.

Pathway Coordinate

0[6] cross to V)

N\

—o— (+0)

——(+1)
o—(+2)
(+3)

0

0.5 P
Pathway Coordinate

O[1] crossto Vy,

—e—(+0)
—o—(+1)
(+2)
(+3)

0.5 1
Pathway Coordinate

O[3] cross to V,

q 05 1 3
Pathway Coordinate
O[5] cross to V,
3
2 —e—(+0)
i —o—(+1)
(+2)
0 3
05 1 (+3]
) Pathway Coordinate
O[7] cross to V
8
6

0.5

Pathway Coordinate

Figure S3. NEB Pathways corresponding to diffusion barriers reported in Figure 3.
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Figure S4. NEB Pathways corresponding to diffusion barriers reported in Figure 4.
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Figure S5. NEB Pathways corresponding to diffusion barriers reported in Figure 5.(a) &(b)
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Figure S6. NEB Pathways corresponding to diffusion barriers reported in Figure 5.(c)
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Figure S7. NEB Pathways corresponding to diffusion barriers reported in Figure 6.(a) &(b)
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Figure S8. NEB Pathways corresponding to diffusion barriers reported in Figure 6.(c)



