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Figure S1. (a) Atomic structure of undoped NaNi0.5Mn0.5O2. (b) Schematic view of cation and 

F dopant in a different (middle) and the same (right) transition metal (TM)-layer. 
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Table S1. Lattice parameters and volume change (positive number indicates an increase) 

before and after doping with additional F for each cation-doped structure. 

 

 

Table S2. Criteria for ranking in the final list of proposed dopants. Sum = 1.0 × (O3-P3, 

pristine) + 1.5 × (O3-P3, 50%) + 0.5 × (volume, 50%)  


