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Vhukanohvle mexnonocuueckue u QuauUKO-XUMUYECKUE CEOUCMEA NOIUXIOpUposannvix oupenunos ([1IXP), oepommuvie o6vembl
npou3BOOCmed, 3aMenHds Jiemyyecnsv U pacmeopumMoCms, GblCOYAUUIASL XUMUYECKAs UHEPMHOCMb NpUBenu K ux 2lo0aibHOMY
PACRPOCMpPaHenuro 8 060pyO08aAHUN U MAMEPUALAX U, KAK C1e0cmeue, K 8Ceo0beMIouemMy 3aepa3sHeHUu0 SmumMi 8eujeCcmedmu.
Hrempymenmanvhble uccnedosanus ymunuzayuu IIXB-codepacawyux eeujecms 6ecbMa 3ampanitvl U Hebe30nacHvl. B cesasu ¢ smum
0CO6YI0 3HAUUMOCHTb NPUOOPEMAIOM PACYenHble MeMOObl MOOETUPOBAHUSL NPOYECCO8 YIMUIUIAYUL C UCNONb308AHUEM OAHHBIX NO UX
mepmoxumuueckum cgoticmeam. Hccnedosanus, npogedennvie ¢ ROMOWbI0 mepmoounamuieckozo mooenuposanus (T/IM), noszeonsiom
nonyuums HeoOxXoo0uMble ceedensi 0 cocmage NPOOYKmos8 83aumMooelicmsus, 0 nymsax 00pazo8ansl U NOBeOeHUU PATUYHBIX Gelecms
6 WUPOKOM UHmMepeale memnepamyp u Odagienuti. B cmamve paccmampusaemcs nepeneKmuHblll.  Memoo VYmuiu3ayuu,
cnocoocmeyrowuii  nepesody IIXb 6 Hemokcuunvle mamepuanvi — @3aumooeicmsue 6a308blx COCOUHEHUN C XUMUYECKUMU
peacenmamu (HyKieopunvbhoe 3amewenue apoMamuiecki Cesa3anHblx amomog xaopa ¢ cmpykmype IIXE na opyeue samecmumentt).
Paccuumanvl mepmoxumuyeckie cOUCMEA 2a3000PAHBIX AMUHOIMOKCUNPOUBOOHBIX U AMUHOIMAHOTINPOUZBOOHBIX, 0OPAZ068AHHBIX
U3 KOH2eHepos NONUXIOPUPOsanivlx dugenunos: cmanoapmuas sumanvnus oopazosanus (AHgg), npupawenue sumanonuu om 0 0o
298 K (H298 — HY%), cmanoapmuas sumponus (SSeg), mennoemxocms (C,%qg) U 3a6UCUMOCHIb MENTOEMKOCHIU 0N MEMNEPAmypbl
(CAT)). C nomowpio memooos mepmoduHamuuecko2o modenuposanus, npospammnoeo xomniekca HSC u  ucnonvzosanus
IKCHEPUMEHMATILHBIX OAHHBIX NPOBEOEHO UCCIE008AHUE PEAKYUOHHOU CNOCOOHOCmU KoHeenepos TIXE npu e3aumooeiicmeuu ¢ 2-
AMUHOIMAHONIOM U 2UOPOKCUOOM Kanust. TI000Oparsl yCnosus npomekanus peakyuu 0exaopuposaniist, KOMopvle MO2ym npusecmu K
NOHOMY 3aMewjeHuo amomos xiopa 6 cmpyknype IIXB. [IpogedenHoe mepmoouHamuieckoe MoOeIuposaHue A6iaemcs nojiesHviM u
NepCneKmuHbIM UHCIMPYMEHMOM OJis NPOCHOZUPOBAHUS OPYeUX PeAceHNHbIX 83aumodeticmeuil Koneenepog I1XP.

KiioueBble ci10Ba: MOMMXJIOPUPOBAHHBIC OW(EHWUIBI, CTaHAAPTHAS OSHTAIBINS OOPAa30BAHUS, OSHTPOIMS, TEIIOEMKOCTD;
TEePMOANHAMUUYECKOE MOICTHPOBAHIE.
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Unique technological and physicochemical propertéspolychlorinated biphenyls (PCBs), a huge volwheheir production,
considerable volatility and solubility, and extretgemical inertness have led to global spread oB&@ equipment and materials
and, as a consequence, to a comprehensive pollbfichese substances. Instrumental studies of wispesal for such substances
are very expensive and unsafe. In this regard, iab&oportance is put on the computational methofisnodeling waste disposal
processes by using data according to their therreotbal properties. Studies, conducted with thermadyc modeling, provide the
necessary information about the composition ofratt#on products, ways of their formation as weli behavior of different
substances over a wide range of temperatures aesspres. The article deals with promising wastpatial technology contributing
to transforming PCBs into non-toxic materials.dthiased on the interaction of basic compounds efimical reagents (nucleophilic
substitution of aromatically bound chlorine atomstie PCB structure by other substituents). Thetrantcal parameters, such as
standard enthalpy of formationfi%ygs), enthalpy increment from 0 to 298 K ¢5i°- H%), standard entropy (&), heat capacity
(Cp°299), and temperature dependence of heat capadify(7)) have been calculated for the gaseous aminoethaxyl
aminomethanol- derivatives formed from polychlorh biphenyl congeners. Thermodynamic modeling, H8fBwvare, and
experimental data have been used to evaluate teivey of PCB congeners toward 2-aminoethanol pothssium hydroxide. The
calculation results are in close agreement withegipental data. The optimal conditions for the dedhation reaction which can
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lead to complete substitution of the chlorine atamghe PCB structure have been selected. The thdymamic modeling performed
in the present work seems to be a useful and progrisol to predict the behavior of PCB congenersdactions with other reagents.
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