Abinitio NaN, MgN, KN, CaN

( 1 2) o 1 2 1

ishii @tcl.t.u-tokyo.ac.jp

Ab initio prediction of the spectroscopic constants of NaN, MgN, KN, and CaN
Keisaku Ishii, Tetsuya Taketsugu, Koichi Yamshita
(Univ. of Tokyo, Hokkaido Univ.)

Abstract

In order to assist experimental studies and radio-astronomical observations of NaN, MgN, KN, and CaN,
we have carried out extensive ab initio MO calculations of those four molecules at the level of the
Full-valence CASSCF-MRCI with triple-zeta plus large polarization basis sets. The ground electronic
states of respective molecules are predicted as *X for NaN, “=” for MgN, %" for KN, and 2T for CaN,
athough the term energies for the first excited state of the latter two molecules are rather small.  We hope
that present predictions will help successful experimental observations of those four molecules.
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