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BJIUSIHUE YYETA PACTBOPUTEJISI
HA KAYECTBO MO/IEJIHIPOBAHISI OCHOBHOCTH
IS A30TCOJEP/KA LIIMX COEJMHEHMIT MO IIKAJIE HOJA

E.A. I'puzopvesa, E.B. bapmawiesuu

Jlns ranorennsix cpaseii #01a, HOPMHPYIOUIHXCH B KOMILIEKCAX
30TCONEP/KAUIMX OPraHHUECKHX COCTMHEHMI (AMHHbL, HHTDHIIBL,
3UHOBLIC M A307I0BBIC TEPOUMKITH) NMPOBEICHA CCPUS PACUCTOB
KBAHTOBO-TOMONIONHYECKHX XAPAKTEPHOTHK YEKTPOHHOIH TIOTHOCTH.
AHATH3 NONYHEHHBIX XAPAKTEDHCTHK B PAMKAX MOIXO/A TEOPHH ATO=
MOB B MOZIEKYIAX MO3BOHN OGHADYAHTS HX B3AHMOCEA3b C OCHOB-
HOCTHIO 30TCOMEPRAILIAX CORMIMHEHHIH 110 mIKaTe fiona. HecnenoBano
BIMAHMC YUCTA PACTBOPHTENA TENTAHA HA TOUHOCTH MApaMETpUue-
CKHX Mojieneit.

KmoueBbie c0Ba: OCHOBHOCTb 1O HIKANE HO/A, FATOTEHHbIE CBS-
34, TONONIOTHYECKHI AHATH3 YNCKTPOHHOIH TIOTHOCTH
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ONTHMU3ALMA FCOMETPHH CTPYKTYP MOJIEKY/IAPHBIX KOMILIEKCOB POBOJM-
nach Ha ocrose Teopun DET metoom Kowa-Illema (B3LYP) 10 noxanmisamn
CTALMOHAPHOrO COCTOAHMS € MOMOUIbIO NporpaMmHoro nakera Firefly 8.0.1.
[8]. Jlns pacuera menomb3oBancs GasucHbiil Habop 6-311G(d,p), mokasaBuimii
XOPOLIKE PE3yIbTAThI NPH PACCMOTPEHHH TATOrCHHBIX CBA3CH B OPraHHUeCKHX
Kommiekeax. ONTHMU3ALNS CTPYKTYPBI KOMILIEKCOB NPOBOIMIACH Kak C yue-
TOM PacTBOPHTENA TeNTaHa, Tak H B BAKyyMe. PaCTBOPHTE/Ib paccMaTpHBaics
KaK HempephIBHAZ, KOHTHHYIbHAS CPE/IA C 3a7aHHbIMH CBOWCTBAMH, MpH pac-
4eTaX HCMONb30BATACH MOZIENb MOAsPH3yeMoro konTiyyma PCM (Polarized
Continuum Model) [9]

AHaji3 BOTHOBBIX (DYHKIIHI, TIOMYYEHHBIX JUTA ONTHMH3HPOBAHHBIX CTPYK-
Typ, MOHCK KPHTHUECKHX TOUEK 21CKTPOHHOM IUIOTHOCTH H Pacuer KBaHTOBO-
TONOJOrHYECKHX XaPAKTEPHCTHK CKTPOHHOM IJIOTHOCTH JUIA TAllOTCHHBIX
CBA3Ei NPOBONJICA € HCTOIb30BAHMEM ITPOrpaMMHOTo naketa AIMAIIL [10].

ObbekTaMn Hecne0BaHKs cTami 60 KOMIIEKCOB a30TCOACPIKALMX Opra-
HHYECKHX COEIMHEHMH C FOJ0M: aMHHBI, HHTPHIBI, TE€TEPOLMKIBI, 1A KO-
TOPBIX OMpE/IEIeHbl  MOKA3aTe  OCHOBHOCTH [3] OT caGbix  OCHOBaHHMii
PKan = —0.14, K, = 0,73 n-mons™ (Gensonntprn) 10 cubhbix pKap = 4.23,
Ke= 16971 n-moms” (N-nsonpommnupponuani). OCHOBHBIM KPUTEPHEM Bbi-
GopKH KOMTUIEKCOB M3 Tabmui paGoTst [3] cTam emwHbii pacTBOPHTENH — ref-
Tan. KnacondKamms KOMIIEKCOB 0CYIeCTBAATACh 11O THITY FHOPHH3AIIN ATA
aToMa a30Ta: sp, Sp’, SP’; 110 KO/IHYECTBY JONOTHHUTENBHO 06PA3YIONIAXCA NPH
KOMTIIEKC000Pa30BaHKH ¢ HOIOM KPHTHUECKHX TOUEK MEJIy aTOMOM foja 1
PACTIONOKEHHBIX BOH3H aTOMOB BOJOPOA; KOJTHYECTBY JOTONHHTEIbHBIX akK-
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