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PE®EPAT

HNunnomuas paborta: 44 crpanunel, 11 pucynkoB, 5 Tabmun, 74
JUTEPATYPHBIX UCTOYHUKA.

I'ETEPOLHUK/IMYECKUE  COEAMHEHUA, CH-KHUCIIOTHOCTD,
['ABO®A3HAA KUCIIOTHOCTHb, KOHCTAHTA KHCJIIOTHOCTH, IMCO,
T o, KBAHTOBOXMMHNYECKHNE PACYETHI, DFT, MOJIEJIN
PACTBOPUTEJIEU, SMD, PCM.

Llenp: pazpaboTKa ONTUMAIBHOIO METOAA pacyeTa KOHCTAHT KUCIOTHOCTH
TeTEPOLUKINYECKHX aPOMATHYECKUX COETMHEHMIA.

MeTtoapl HccneAOBaHUA: KBAaHTOBOXMMHYECKHE pacyeThl B ra3oBoil (aze
BBIMIOJHSUIUCh C  HCIOJB30BaHHMEM KoMmo3uTHoro weroaa G3B3, sueprus
COJIbBATALIMM BBIYUCISUIACH C UCIIOJIb30BAHUEM HESIBHBIX MOJENIEH pacTBOpPUTENEH
PCM, SMD, PCMGO03.

B pamkax paboTbl ObUI NPOBEIEH CpPAaBHUTENIbHBIA aHAM3 pe3yJibTara
pacuera KOHCTaHT KUCIOTHOCTH B pactBope TI'® u JIMCO c¢ ucnosb3oBaHueM
pa3NUYHBIX MOJENe pacTBoputTeneil. bblI0 yCTaHOBIEHO, YTO PE3YNbTATHI,
MOJlyYeHHBIE TIpU HCTOJB30BaHUM Moaenu SMD xopomio cormacyrorcs ¢
COOTBETCTBYIOIIUMH SKCIIEPUMEHTAIIbHBIMU JAHHBIMH.

PO®EPAT

Heiruiomuast  pabota: 44 craponki, 11 wmamonkay, S5 taOmiu, 74
JITapaTypHBISI KPBIHILIBI.

I'ETOPALBIKIITYHBIA 3JIVUDHHI, CH-KICJIOTHACIIb,
'ABA®A3HAA KICIIOTHACLDb, KAHCTAHTA KICJIOTHACLI, IMCO,
TI'®, KBAHTAXIMIUHBIMI PA3JIIKI, DFT, MAJIDJI1 PACTBAPAJIBHIKAY,
PCM, SMD, PCMGO03.

Mbra: pacnpanoyka antbiMajibHara MeTaay pasjiiky KaHCTaHT KICJIOTHACII
reT3PALBIKITYHBIX apAMATBIYHBIX 3ITyUYSHHSY.

Mertanpl nacienaBaHHs: KBaHTAaBaXIMIUHBIS pasiiki Yy razaBail (dase
BBIKOHBAJIICA 3 BhIKapbICTaHHEM KamnaziTHara merany G3B3, sHeprid canbBaTaliblii
BbUTIYAJIACS 3 BBIKAPBICTAHHEM HSSYHBIX MaadJisay pactBapanbHikay PCM, SMD,
PCMGO03.

VY pamkax mpanpl Obly HpaBe3eHbl MapayHalbHbI aHAMI3 BBIHIKY Pa3iKy
KaHCTaHT KiciaoTHacui ¥ pactBopbl TI'® 1 IMCO 3 BBIKaphICTAHHEM PO3HBIX
MaJpIISy pacTBapaibHikay. bblio ycraHoyieHa, IITO BBIHIKI, aTpbIMaHbIS MPbI
BBIKapBICTaHH1 MaadiIl SMD nobpa cracymuma 3 aJIaBeqHbIMI1
AKCTIEPHIMEHTAIBHBIMI Ja3€HBIMI.



ABSTRACT

Thesis: 44 pages, 11 figures, 5 tables, 74 references.

HETEROCYCLIC COMPOUNDS, CH-ACIDITY, GAS-PHASE
ACIDITY, ACIDITY CONSTANT, DMSO, THF, QUANTUM CHEMICAL
CALCULATIONS, DFT, SOLVENT MODELS, SMD, PCM.

Purpose: development of an optimal method for calculating the acidity
constants of heterocyclic aromatic compounds.

Research methods: quantum chemical calculations in the gas phase were
performed using the G3B3 composite method, solvation energy were calculated
using implicit solvent models PCM, SMD, PCMGO03.

In this work, a comparative analysis of the result of calculating the acidity
constants in a solution of THF and DMSO was carried out using various models of
solvents. It was found that the results obtained using the SMD model are in good
agreement with the corresponding experimental data.



