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Supplemental Information for calculating the DFT-SCAN band structure of LiCoO2  

 

The semilocal SCAN calculation is performed using the Vienna Ab Initio Simulation 

Package (VASP) [1,2] using the projector augmented wave (PAW) method [3,4] with a 

reciprocal space discretization of 25 K-points per Å −1 and a plane wave energy cutoff of 

520 eV. The calculation is converged in self-consistent calculation to 10−6 eV in total 

energy and 0.01 eV/Å on atomic forces to obtain the charge density.  

 

A non-self-consistent calculation is then performed along the high-symmetry k-points 

for a rhombohedral lattice [5] and the resultant band structure is parsed using the 

electronic band structure module in pymatgen [6].  
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