MICROWAVE SPECTROSCOPY AND INTERNAL DYNAMICS OF THE Ne-NO/AN DER WAALS COMPLEX

BRIAN J. HOWARD, GEORGE ECONOMIDES and LEE DYEmepartment of Chemistry, Oxford Univer-
sity, South Parks Road, Oxford, OX1 3QZ, United Kingdom.

The rotational spectrum of the open-shell complex Ne;Niothe 6 - 18 GHz region is reported. Both fine and hyperfinecstine are
observed. However, the spectrum does not fit a semi-rigideinmsiwell as the related species Ar-N& Kr-NO, ® and Xe-NQ ©. This
is almost certainly a result of the "floppy” nature of this si@s.

In order to model the dynamics of the complex and to reprodbeebserved spectrum, we have obtained an accurate irltsahar
potential surface using the RCCSD(T) method and aug-c®PNZ basis sets (extrapolated to the complete basis sé).lirrull

qguantum dynamics calculations were then performed on thig&ce to give the rotational energy levels and the effecfime and
hyperfine structure constants.
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