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Ab initio NaN, MgN, KN, CaN
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NaCl, NaCN, MgNC, MgCN, KCl

5 MgNC
6GH 2yt
(MC, M=Na, Mg, K, Ca) (MN)
(MO)
(NaN,* KN?)
(MgN,? CaN%) 4
abinitio

Full-Valence CASSCF-MRCI(+Q)
NaN, MgN -Dunning
McLean-Chandler  TZV
KN, CaN Dunning aug-cc-pVTZ Sadl§g pVTZ
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NaO, NaF, MgO, KC, KO, KCI, CaO
NaN % (By=11558GHz, w:=402cm™, 1=8D) *[1(By=13.490GHz,
w=489cm™, 1=8D, T.=3146cm™) oy MgN ¥ (By=13.357GHz,
w~493cm?, 14:=2.6D), 1(By=15.696GHz, w:=661cm™, 1=4D, T=2274cm’") KN
% (By=7.5136GHz, w.= 324cm™, 1=10D), *[1(By=8.8718GHz, w.=3%4cm™,
me=9D, T=177cm™), °%° CaN ’[1(By=10.731GHz, w.=541cm-1, 1:=3D),
¥ (By=9.3373GHz, w.=449cm™, 14=3.4D, T:=493cm™) e
0.1eV(800cm™)
KN, CaN 571
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