Code structure: calculation of
matrix elements of H and S.
Direct diagonalization
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ost important reference followed in this lecture
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The SIESTA method for ab initio order-/N materials
simulation

- & L 4 ¥ * 3 .
Jose M Soler! . Emilio Artacho~, Julian D Gale”. Alberto Gﬂrﬂaj'._.
Javier Junquera', Pablo Ordejon® and Daniel Sanchez-Portal’




.
50al: solve the one-particle Kohn-Sham

Schrodinger-like equation

Hv; (1) = Eq; (1)
Expansion of the eigenvectors in a basis of localized atomic orbitals
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where the coefficients ¢,; = @u | 7;) , and

Introducing the expansion into the Kohn-Sha
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