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Ibuprofen is a representative of a group of nonsteroidal anti-inflammatory drugs widely
used in modern medicine. This article presents the results of the ibuprofen structure and
dynamics investigations using IR and Raman spectroscopy in combination with quantum chemical
calculations in the DFT approximation. Ibuprofen R-S dimer cluster model was used for
calculations. Discussion is focused on the key parameters of the molecular geometry of the cyclic
R-S dimer and vibrations of the H-bonded carboxylic COOH group of ibuprofen.

H6ynpoden sBasercs mpeacTaBUTe/eM TIPYIIbl HECTEPOUAHBIX NPOTHBOBOCIAJNUTENBHBIX IIpe-
napaToB, LIMPOKO HCHOJ/b3yeMblX B COBPeMEHHOH MeiulMHe. B naHHOH cTaTbe NpeacTaB/eHbl pe-
3yJIbTaThl HCCJIEIOBAHUE CTPYKTYPBl M IUHAMHUKH HOynpodeHa ¢ ucnosnb3oBanueM MK- u paman-
CNIEKTPOCKONHMH B COYETAaHHM C KBAaHTOBO-XMMHYeCKMMH pacueTamu B npubsamxenun DFT. Ias
pacuyera Oblja MCIOJAb30BaHA KJjacTepHas Monesab aumepa R-S nbynpodena. OcHoBHoe BHHUMaHHe
COCPeNOTOYEHO Ha KJIIOUEBBIX MapaMeTpax MOJEeKYJSPHOH reoOMeTpHH LMK/IHYecKoro nuMepa R-S u
KoJie6aHusax kKapbokcuiabHoi rpynnsl COOH ubynpodeHna, yyacTByoleil B 06pa3oBaHUH BOLOPOAHON
CBSI3H.
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