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Abstract

We study the structural and energetic propertis of binery onic porphyrin molecuiar
‘complexes [H.TPPS 1~ SnTP using quantum chemical techniques. As the axia igands
and the protonation of pyridine sites highly influence the structure and coordination o
metal-containing porpyrin, various structures of SnTP i the presence and absence of
el igands and pyridine protons were considered. The constructed porphyrins were
then made o interactface o face, and the formed complexes were optimized at the
HF/STO-3G level of theary. Tne stability and stack-ke interaction of the complexes were
anelyzed through interplanar spacing, planer ange, and edge-to-edge distance. The
Structurel paremeters emphesize the importance of axial ligands for the formation of
stack ke strucures, Tne complex that contzins axial ligands with pyricine protors,
nemely [H.TPPS.E~[XSXTPHI*", showsa perfectly stacked ayer with a reasonadle
interplenar distance, which is confirmed from the calculated counterpoise interaction and
Geformation energes. The energetic parameters were found to correlate wel with the
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