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Density Functional Theory
and itsApplications

This talk starts with a review of the development of density
functional theory (DFT). | then describe its implementation
into state-of-the-art computations of complex processes in
condensed matter physics and materials science. In particular |
discuss how DFT can be used to study water, which is probably
the most important and fascinating material in the world. Its
structure, on surfaces and when confined in small spaces, isthe
crucial problem under this investigation. | believe a renewed
Interest in recent years on this topic due to great progress in
DFT computations over the last decade. The presented results
are for specific systems, but they are explained in simple
physical pictures suggesting that they also hold for other cases.
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