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W R OMBEE (953L) : Theoretical studies to understand structures of hydrated
actinides/lanthanides were performed. Most of actinides are radioactive. Besides, the
electronic structures of these heavy elements are governed by not only electron—electron
interaction (electronic correlation) but also relativistic effects that originate from
very strong nuclear—electron attraction potential. Previously, it has been difficult
to perform theoretical electronic structure calculations that take into account both
electronic correlation and relativistic effects because of very heavy calculation costs.
In this study, using relativistic Model Core Potential, we solved the problem.
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4f-in-core Model Core Potentials (MCPs)
for trivalent lanthanide ions
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