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Example: cubic cell with a=5Å

5 14 534
10 20 1510
15 25 2774
20 28 4271
40 40 12081

100 64 47752

Ecut nmax NPW
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Construct external potential: Vion

Choose initial wave functions:{ϕi}(0)

Calculate ρ(r), VHartree, Vxc

Construct KS Hamiltonian

Integrate equations of motion

Orthogonalize wave functions
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Compute total energy and forces
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