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CNRSUMR 5027,9 Av. A. Savary, BP 4780,F-21078DIJON Cedex, FRANCE.E-mail : boudon@jupiter.u-
bourgogne.fr.

We presentnew softwaresusing the group-theoreticaland tensorialmethodsdevelopedin the Dijon group. They are basedon the
SphericalTopDataSystem(STDS)a andtheHighly-sphericalTopDataSystem(HTDS)b previouslywritten for spherical-topmolecules
in asingletelectronicstate.Thetwo typesof problemsthatcanbehandledwith thesenew programsare:

� The caseof spherical-top moleculesin a degenerateelectronic state. This concernsthe rovibronic spectroscopy insteadof
therovibrationalspectroscopy, for specieslikeReF� or V(CO)� . A new formalismincludingelectronicoperatorsandrovibronic
couplingshasbeendevelopedc � d andimplementedin anew versionof HTDS.

� The caseof “quasi spherical-top” moleculesof
�����

and
�	�
�

symmetry. This concernssymmetric-topmoleculesderiving
from spherical-topsby substitutionof one ligand like SF� Cl (

����
symmetry)or asymmetric-topswith ligandshaving close

masseslikeSO
�
F
�

(
�	���

symmetry).New formalismusingthe �������	������� ����� e � f and �������	��� �!� �	�
�
groupchainshave

beendevelopedandimplementedinto two new programsuitesnamed
�����

TDS and
�	�"�

TDS,respectively.

Thesesoftwarepackageswill beavailablesoonfor freedownload.
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cM. Rey, V. Boudon,M. LoëteandF. Michelot,J. Mol. Spectrosc., 204, 106–119(2000).
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