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Streszczenie

Salicylates have been used for centuries as medicine for various
ailments. Many compounds of this group were obtained as a
result of modification of salicylic acid, such as acetylsalicylic acid
(a popular aspirin drug) and phenyl salicylate (Salol). Salicyluric
acid, which is the main metabolite of salicylates, is also an
interesting compound. Quantum-chemical simulations based on
Density Functional Theory (DFT) in the gas phase, as well as in
the presence of a continuum solvation model, were performed for
the mentioned molecules. The effect of intramolecular hydrogen
bonding, present in salicylic acid and phenyl salicylate, on the
properties of the molecules was taken into account in the study.
Topological and electron structure analyses of the molecules were
carried out according to the Quantum Theory of Atoms in
Molecules (QTAIM) and the Non-Covalent Interactions (NCI)
index.

Salicylany sg stosowane od wiekow jako leki na rozne
dolegliwosci. Wiele zwigzkéw z tej grupy powstato w wyniku
modyfikacji kwasu salicylowego, np. kwasu acetylosalicylowego
(popularnego leku aspiryny) czy salicylanu fenylu (Salolu).
Interesujgcym zwigzkiem jest rowniez kwas salicylurowy, bedacy
gtdbwnym metabolitem salicylanéw. Dla wspomnianych czgsteczek
wykonano symulacje kwantowo-chemiczne w oparciu o Teorie
Funkcjonalu Gestosci (DFT) w fazie gazowej, a takze w
obecnosci rozpuszczalnika. Wplyw wewnatrzczgsteczkowego
wigzania wodorowego, obecnego w kwasie salicylowym i
salicylanie fenylu, na wiasciwosci czgsteczek zostat rowniez
uwzgledniony w badaniach. Analize topologiczng i struktury
elektronowej badanych czgsteczek wykonano wediug Kwantowej
Teorii Atoméw w Czasteczkach (QTAIM) oraz Indeksu
Oddziatlywan Niekowalencyjnych (NCI).
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