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Investigation of optical properties of organometallic complexes containing group 13 elements
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Table 1. Results of the series of TD-DFT calculations

Fig. 1 Chemical structure of LAICL
(Dipp = 2,6-diisopropylphenyl).

functional basis set Esosi/eV A/nm Vi
CAM-B3LYP 6-311++G(d,p) 3.76 329 0.5287
MO06 6-311++G(d,p) 3.58 347 0.4033
MO6-HF 6-311++G(d,p) 3.67 337 0.5191
MNI15 6-311++G(d,p) 3.61 344 0.6967
®B97X-D 6-311++G(d,p) 3.78 328 0.5313
Exp* 3.21 386

¢ Determined from UV-vis absorption spectrum in toluene/2-methylpentane (99/1 v/v) solution
(1 x 107° M). ? Oscillator strength.
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