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Abstract 
Three -octasubstituted(alkythio)-derivatised metal-free phthalocyanines and their Palladium complex analogues were  investigated for the effect of molecular architecture on their fluorescence properties. The SAC (symmetry adapted cluster)/SAC-CI method was used to calculate the ground and excited states of the phthalocyanines. The results were compared with the results of their -substituted analogues. The comparative analysis of the absorption, excitation and fluorescence spectra of the molecules suggested that the blue stoke shifts of the -substituted analogues resulted from the changes in the symmetry of the molecules at the excited state. The calculated electronic spectrum agrees reasonably well with experimental results with regard to energy.
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Figure 1: Absorption, Excitation and Emission Spectra of an [image: Macintosh HD:Users:taofeekogunbayo:Desktop:Screen Shot 2017-03-19 at 7.35.26 PM.png]
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