'{)(i MEHJEAEERGHAH GbER] 1 Tom. 1 ceKuns
/ 10 06LLEH ¥ NPUKNAAHOM XVMUK HOCTEPHb|E D,O KnAﬂ, bl

CTPYKTYPHASI OPTAHU3ALIUSI ME3OMOP®HBIX CHCTEM
«4-H-TOAEIUJIOKCUBEH30MHAS KUCJOTA:
4-TIAPUINI 4'-H-TOAELNNJIOKCABEH30AT»

Ddenopos M.C.% T'mpuuesa H.1.?, byonosa K.E.°, Ceipoy C.A.*

“Usanosckutl cocyoapcmeennnwiit ynusepcumen, 153025, Heanoso, Epmaxa, 39
e-mail: fms1989@mail.ru
SHsanosckuil 20¢y0apcmeeHHblil XUMUKO-MEXHOL02UYEeCKULL YHUsepcumen,
153000, Hsanoso, lllepememesckuii np., 7

MerosamMu MOJSIPU3ALMOHHON TEPMOMHUKPOCKOIIMM M JIHJIATOMETPUM OBUTH HCCIIEIOBaHbl ME30MOp(HBIE U O0BEMHBIE
CBOKMCTBA CHCTEM Ha OCHOBE 4-H-IOACIMIOKCHOEH30MHON KHUCIOTHI (A) u 4-mupuawin 4’-H-poxenniokcuden3oara (B). Taxxke
6putn 3apeructpupoBansl K cnekTpsl nHANBHAYaTbHBIX coennHeHnid A, B u K cekTpsl cucteM mpu MOISIPHOM COOTHOIICHUH
xoMmoHeHTOB 2A:1B n 1A:1B.
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4-H-momenIIoKCHOeH30MHas Kuciorta (A)  4-mupuann 4’ -H-moxenmnokcuoensoar (B)

Bruta BeImoHeHa cepusi KBaHTOBO-xuMHudeckuX pacdeToB (DFT(B97D)/6-311++G**), pe3ynsraTsl KOTOPBIX OBLTH HCIIOIE30BaHEI
MIPU WHTEPIIPETAINHN KOIeOaTeNbHBIX CHEeKTpoB. [IpoBeaeHo MopenmpoBaHue H-KOMITIEKCOB THIIOB AseeA, AeeeB, AcecAcesB
1 AseeBees A, KOTOpBIE MOTYT OBITH 00pa30BaHbl B cucTeMe A-B mpu pa3inuHBIX MOJISPHBIX COOTHOUIEHHUSIX KOMIOHEHTOB. [l
HHUX PacCUMTaHbl ONTHMAJIbHBIE TEOMETPUYECKUE MTapaMeTphbl U JacToThl Konebanmii. [TokazaHo, uto MK cnekrp coeanHenus A
COOTBETCTBYET HAJIMUHUIO LIMKINUECKUX IUMEPOB A"'Acycl, B TO BpeMs Kak B cucteMe 1 A: 1B oOpa3yrorcs kommuiekesl AeeeB. Ananm3
UK cnexrpoB cuctemsl 2A: 1B B KprCTaIIIMUECKOM COCTOSIHUM IIOKA3aJ1, YTO OKUAAEMBIE KOMIUIEKCHI Aeee Aeee B AceeBeoe A 1 Acee A
Op"-B CTEXHOMETPHYIECKOTO cocTaBa He oOpa3yrorcs. Cucrema 2A: 1B cocTouT U3 CTep:KHEOOpa3HBIX CYIePMOICKYI Ao B 11 Aeee A-
oyl B COOTHOIICHIH 2:1. BBIBONIEI, CleaHHbIC Ha OCHOBaHMM aHan3a MK criekTpoB 1 pacuera HEpruil BOSMOKHBIX CTPYKTYPHBIX
€IMHHL], TOATBEP)KIAIOTCS N3MEPEHUSIMH TUNIOTHOCTH CHCTEMBI A-B ITpH  pa3iMuHBIX COOTHOIIEHHSX KOMITOHEHTOB A 1 B. AHanmu3
MOJTYYEHHBIX JAaHHBIX MOKa3bIBaeT, 4To H-xommuiekcel Tuma Aes*B 00pa3syloTcsi B HCCIIELYyEMBIX CHCTEMax IPU SKBUMOIISIPHOM
COOTHOLICHNH KOMIIOHEHTOB, B OCTAIbHEIX CIIyJasX HAOMONACTCS COCYIIECTBOBAHNE JBYX THIIOB KOMILICKCOB A***A 1 As+B
B Pa3IMYHBIX COOTHOMIEHUX. VICXOIs M3 BBINIECKAa3aHHOTO, IPOBEACHHBIE CCIIEI0BAHMS OTKPBIBAIOT IIEPCIICKTUBBI YIIPABICHUS
MIPOLIECCOM MOTYYEHHsI COKPUCTAIIIOB 33IaHHOTO COCTAaBA.
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