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Density functional theory (DFT) has become an efficient and widely used tool of
modern quantum chemistry. It is therefore only natural to extend this approach
to the relativistic domain, where the computational cost is generally higher. We
have implemented DFT in the relativistic molecular package DIRAC[1], following
a pragmatic approach based on the use of non-relativistic functionals (LDA,BLYP,
B3LYP).

In this paper we report the implementation of DFT in the response module of the
DIRAC code. Due to the general structure of this module and the availability of
property integrals in the HERMIT code, this effort allows the calculation of a wide
range of linear response functions, including the frequency-dependent dipole polar-
izability and NMR-parameters.
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