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03-type Lattice a () Lattice ¢ (A) Volume (A*/f.u.)

Pristine 3.01 15.95 124.86
Mg-doped 3.01 16.01 125.35
Ti-doped 2.99 15.94 124.49

Table S.1. The initial lattice parameters and volume for pristine and doped structures.

Atomic charge variation (Ae)

Structure
Ni Co Mn 0] Dopant
Pristine 0.1013 0.0538 0.0190 0.3984 n/a
Mg-doped 0.0895 0.0634 0.0150 0.3927 0.0069
Ti-doped 0.1029 0.0693 0.0180 0.3636 0.0155

Table S.2. Atomic charge variation for each element after full desodiation in pristine and
doped structures.



