
DIPOLE M OM ENTS OF EARLY-TRANSITION M ETALS M ONONITRIDES

V. Kellöa, B. Jansíka,b, and M. Urbana

a Department of Physical Chemistry, Comenius University, Mlynska dolina CH-1,
SK-842 15 Bratislava, Slovakia, email: kelloe@fns.uniba.sk
b Department of Theoretical Chemistry, Royal Institute of Technology, Teknikringen 30,
S-10044 Stockhokm, Sweden

In the poster are presented and analyzed results of all-electron calculations of dipole
moments and basic spectroscopic constants of early-transition metals mononitrides. It
includes finite field calculations of ScN, TiN, VN, and CrN up to the CCSD(T) level of
approximation.


