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Using the ab initio methods of quantum chemistry a detailed theoretical study of
the basic parameters for nuclear magnetic resonance spectra has been carried
out using the example of N-phenylbenzamide, which plays the role of a prototype
for a monomeric chain of aromatic polyamides, in particular phenylons. The
calculation results are quite consistent with the data of this type, as obtained
earlier, and indicate a valid reproduction of the spectral characteristics for the
model system within the selected theoretical approximation, both in vacuo as well
as in the medium of dipolar aprotic solvents, namely dimethylacetamide and
dimethyl sulfoxide

3a gonomMoror MeToAiB KBAHTOBOI XiMil ab initio npoBeaeHo aetanbHe
TeopeTUYHe JOCIigKEHHS OCHOBHUX NapaMeTpiB CNEKTPIB SA4EPHOro MarHiTHOro
pe3oHaHcy Ha npuknagi N-deHinbeHsamigy, Sk € NPOoTOTUMIOM MOHOMEPHOIO
naHutora apomaTMyHMX nosiamigis, 3okpema eHinoHn. PesynbTaT po3paxyHKis
LiNIKOM Y3rofkytoTbCsl 3 AaHUMK TaKoro TUny, OTPUMaHUMN paHille, i BKasyoTb
Ha JOCTOBIPHE BiATBOPEHHS CNEKTPabHUX XapaKTepPUCTUK MOLESNbHOI CUCTEMMU
B MeXax 0bpaHOro TeopeTUYHOro HabnmxeHHs SK y BakyyMi, Tak i B cepegoBuLLi
ANNONAPHUX anpPOTOHHUX PO3YMHHUKIB, @ caMe AnMeTunaveTamis i
anmeTuncynbokens,.



