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To accurately determine the electronic states of actinoid compounds, we
developed a relativistic electron correlation program based on the exact two-component relativistic
Hamiltonian (X2C) and the multireference perturbation theory (CASPT2), using the free software DIRAC

as a foundation. The development included parallelization, extension to RASPT2, and the input
assistance tool, resulting in a practical program. We prepared to make this program available for
free on the web. As a benchmark calculation, we precisely determined the excitation energies of the
uranyl molecule and evaluated the performance of the program.
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