Molecular Dynamics: 10-30 ... 1000 time steps
F = _%(EEwald + E[Tl])
Electronic Self-consistency: 15-50 steps
En] =Ty[n] + Eext[n] + Exn] + Eycn]
For each k of the Brillouin Zone: 1-10 ... 10,000 kpts

Diagonalization of the Hamiltonian
S HE" e, S )ep, =0

— electronic eigenstates

— Electronic density; forces on ions

— Minimum of total Energy (Correlation functions)

initial guess:
charge density: n®(r)
atom positions: {R}
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