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Abstract

‘This contribution reports on the photosensitizing competence of Sn(IV)tetrakis(4-
pyridyporphyrins (SnTP) for potential applications in dye sensitized solar cell (DSSC). The
photosensitization of SnTPs s accounted on the basis of different axial ligands (OH-, CI-, and
H,0) and the pyridine protons. The qualitative information on the photovoltaic performance
of the sensitizers s obtained at B3LYP/6-31+G(d) level of theory with LANL2DZ basis set for Leam more sbout nsttutionalsubscriptions
Snatom through the calculation of parameters such as free energy change of electron injection

(AGH*) and regeneration (AGF®), oxidation potentials, exciton binding energy, open-

cireuit voltage, light harvesting efficiency and quantum reactivity descriptors. The evaluation
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