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Abstract:

This work 'report

Geometry ; C
Gaussian 98 at B3lyp and HF levels using combination

The calculated bond frequencies were compared with Ir S results. 1§
agreement between the previously .+ ational spectra and the calculated values' is; 1

general, good[3-5]. | | - | I -
Also in this work molecular orbitals were examined and the different Homo-Lumo gap and 0 s-.
electronic properties for this anion have been obtained. . | T

References:

[1] J. A.Bridgeman,G. Cavigliasso, Inorg. Chem. 41(2002) 3500 - . 0
[2] M.H. Alizadeh, J.S. qumpour, R. Salimi and H. Razavi Spectrochimica Acta Pa'rt (in 1
oress) \ Ly Hh-dde S i Ca A !
[3] M.H. Alizadeh, J.S. Emampour, AR. Salimi and H. Razavi Spectrochimica Acta Part (in
press) - | o | |

[4] M.H. Alizadeh, A.R. Salimi, Theochem (in press) o
[5] M.H. Alizadeh, A. R. Salimi, Spectrochimica Acta Part A, 65 (2006) 1104.





