
Kohn-Sham self-consistency
Solving the KS equations

output quantities

energy, forces, eigenvalues, . . .
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calculate electron density

n(r) =
∑

i |φi(r)|2

solve KS equation
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2 + W (r)

)
φi(r) = εiφi(r)

calculate effective potential

W (r) = Vext(r) + VHart[n] + Vxc[n]

initial guess

n(r)
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