
ELECTRONIC TRANSITIONS OF IRIDIUM MONOBORIDEA. S-C. CHEUNG, H.F. PANG, Y.W. NG, AND G. CHEN, Department of Chemistry, The University of HongKong, Pokfulam Road, Hong Kong.Laser indued �uoresene spetrum of iridium monoboride (IrB) in the spetral region between 420 and 480nm has been studied. Neweletroni transition system observed at 435nm has been assigned to be the [22.3℄ 3�3 - X3�3 transition. Isotopi relationship on�rmedthe vibrational numbering. Moleular onstants obtained will be reported. Resolved �uoresene spetrum of the [22.3℄ 3�3 - X3�3transition showed that the �G1=2 of the X3�3 state is 917 m�1. Theoretial study using omplete ative spae self-onsistent �eld(CASSCF) alulations followed by MS-CASPT2 inluding salar relativisti effet has been performed to the IrB moleule; moleularbond length, eletroni on�gurations and relative energies of the ground and low-lying eletroni states have been obtained. Ouromputed results indiated that the ground state of IrB is an inverted X3� state with a bond length, r0, equal to1.767 	A, whih is in verygood agreement with our experimental determination earlier. The eletroni on�guration giving rises to the ground state is 1�2 2�21�43�11Æ3. Our alulations also showed that the earlier observed [16.5℄ 3� state and the [22.3℄ 3� state in this work are the (2)3� and the(2)3� states, respetively. The moleular properties obtained in our alulations agree reasonably well with those determined.Finanial support from the Researh Grants Counil of the Hong Kong Speial Administrative Region, China (Projet No. HKU701008P) is gratefully aknowledged


