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Assuming the permanent electric dipole moment of a nucleus (nuclear Schiff
moment), the effective nuclear Schiff moment, which is shielded by the surrounding electrons, is
calculated using the relativistic theory to support nuclear Schiff moment search experiments.

A computer software has been developed to calculate molecular properties such as the effective
internal electric field E(eff) and the permanent dipole moment (PDM) and hyperfine coupling constant
(HFCC) of molecules at the relativistic CCSD and CCSD(T) levels. A computer program to account for

QE? co:rections in the potential has been also developed to apply not only to atoms but also to
molecules.

Using the development of these methods, calculations of the effective internal electric field E(eff)
of YbF and some molecules containing heavy elements were carried out, presenting more accurate
results than previous ones.
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