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An extension of the relativistic quantum Monte Carlo method

oYutaka Nakatsuka
Faculty of Regional Studies, Gifu University, Japan

[Abstract] Relativistic extensions of the quantum Monte Carlo (QMC) methods have been
examined in the IORA formulation. It is a further extension to the ZORA-QMC method. The
IORA formulation is the approximation to the Foldy-Wouthuysen transformed Dirac equation,
and its basic equation is given in two different equations; one is an equation with a unit metric,
and the other is one with non-unit metric. In this study, IORA energy evaluation scheme in the
QMC framework has been tested for both basic equations.
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