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B nocneanue roapl B COBPEMEHHON XMMHUM HAOMpPAIOT MOMYJIIPHOCTH MCCIIEA0BAHUS, CBA-
3aHHBIE C YIIEPOJHBIMM HAaHOYACTULIAMU. YIIIEPOJHbIE HAHOYACTULIBI UCIIONB3YIOTCS B TaKUX
oOmactsax kak ouomenuuHa U Gapmakonorus. B nanHoit pabore paccmarpuBaeTcsi pUMEHe-
HUS YIJIEPOJHBIX HAHOYACTHI] B Ka4e€CTBE CPEACTBA JOCTABKU MU YIAEP/KaHUS JEKapCTBEHHBIX
U TMarHOCTUYECKUX IpenapaToB. B cBsA3u ¢ ueM MpoBOAUTCS aHAIU3 OMOJIOTHYECKO COBMe-
CTMMOCTH OKCHUAMPOBaHHOTO rpadena ¢ ouomonexynamu JHK u Bo3MOXXHOCTH 00pazoBaHus
YCTOMUYMBBIX MOJIEKYJIIPHBIX KOMIUIEKCOB C JIEKAPCTBEHHBIMM Ipenaparamu. B kauecTse e-
KapCTBEHHOTI'O Mpenapara UCIoIb30BaJICs T0KCOPYOUIIHH.

AHann3 MEKMOJIEKYIISIPHOTO B3aMMOJICUCTBUS MPOU3BOJIUIICA Ha OCHOBE cTpyKTyp u MK-
CIEKTPOB MOJIEKYJI M MX KOMIUIEKCOB MeToAaMu Teopuu (pyHkrmonana miotHoctu (TOII) ¢
¢ynkumonanom B3LYP u 6azucusiM Habopom 6-31G (d).

B pesynbraTe MONEKyasSpHOTO MOJEIMPOBAHMS ObIJIO OOHAPYKEHO, YTO OKCUAMPOBAHHBIN
rpaden oOpa3yeT MOJIEKYIsIpHbIe KoMILIeKChI ¢ Ouomonekynamu JIHK Tak u ¢ nekapcTBeHHBIM
npenaparom aokcopyoura. Ananu3 MK-crnekTpoB nmokasai, 4To BOIOPOIHBIE CBSI3U, 00pa30-
BaHHbIE B OOJIBLIIMHCTBE MOJIEKYJIIPHBIX KOMIUIEKCOB, XapaKTEepU3YIOTCS KaK CBSI3U CpeHEH CH-
JIBI, 3TO CBSI3aHO C TEM YTO BEJIMYMHA YACTOTHOIO CABHMIa HaXOAUTCS B Auana3oHe oT 146 cm-1
10 217 cM-1, a sHEprHst CBA3M IPU 3TOMY HE MPEBBIIIAET 5 KKAJI/MOJIb.

B pesynbrare pacueToB 00HapYyKEHO, YTO MEXK/y OKCHIMPOBAHHBIM rpageHOM, OMOMOJIEKY-
namu JJHK 1 1okcopyOHIIMHOM MOTYT MPOUCXOJUTH 3HAUUTENIbHbIE CYIPaMOJIEKYJISIPHbIE B3a-
UMOJIEHCTBHSI, KOTOPBIE XapaKTEPU3YIOTCS HATMUMEM OOJIbILIOTO KOJTMYECTBA CIA0BIX M CPETHUX
BOJIOPOJIHBIX CBA3EH, 00€CIIeUNBAIOIINX BHICOKYIO CTAOMIBHOCTh CyNPaMOJIEKY/ISIPHBIX aHCAM-
Omeid.

[Tonmy4yeHnHbie pe3yabTaThl TOKAa3bIBAIOT, YTO OKCHIUPOBAHHBINA TpadeH UMEET JTOCTATOYHO
BBICOKYIO CTETIeHb OrocoBMecTUMOCTH ¢ bnomonekyinamu JIHK u nexapcTBeHHBIME TIpemnapa-
TaMH.



