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The main purpose of this work is quantum-chemical validation of existence in molten alkali metal halides the stable

complex species formed by a complex of transition rnetal and an outer-sphere shell. As an example such model systems
as M3CrCl6+18MCl (M - Na, K) are used. Based on these data it was concluded about fonnation of the stable particles
"complex plus outer-sphere shell" in these systems.
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AKTyAJIBHOCTfc PABOTbl. HSBBCTHO, HTO npH onucaHHH CBOHCTB KOMnjieKcnux nacxHU. nepexojrHbix Meran-
JIOB B pacruiaBax raJiorennnoB mejiomtix MexajuiOB neoSxoflHMO yHHXbraaxb BJiHHHHe BHeiiiHero OKpy>KeHna KOMruie-
KCOB. IlpH KBaHTOBoxHMHHecKHx HccjieAOsarawx xaKoro pofla OCHOBHBIM no,nxo,noM asjiaerca packer napaMexpOB
MO^ejIbHblX CHCTCM, BKJDOTaiOnrHX B Ce6a aHHOHHLIH KOMIUieKC C BHenTHeC(j)epHOH (BC) K3THOHHOH OGOJIOHKOH. Ofl-

H3KO COCX3B 3XOH C<J)epbI BbrfDHpaexca flOCXaTOHHO npOHSBOJIbHO. B 3XOH CBH3H BO3HHKa6X 3aflaH3 HOHCKa KpHXCpHeB,

nosBOJiJDomHx yKasaxb cocxas aoMHHHpyiomHx KOMruieKCHtrx qacxmi B pacnnaBe FII1M (no BTOpyio KC BKiuoMHre-
HBHO). B aaHHOH pa6oxe napajry c CHCXCMOH TpaflHimoHHoro cocraBa nM'-fCrCle]3' (I) paccMoxpeHa pacinnpeHHa>t
cncxei«a M3CrClf,+18MC1 (II), rue M - Na, K; n - HHCJIO BC KaxHonoB B paccMaxpraaeMOH CHCXCMC HJIH 4)panvieHxe.

MATEPHAU H PESYJlbTATBI HCCJIE^OBAHHH. Ha pnc. l,a npHBeflena saBHCHisiocxi, 3nepran oGpasosaHiw
BHCmHeC(J3epHOH K3THOHHOH oSojIOHKJH Em(l) B CHCXCMe I, paCCHHl^aHHaa no COOXHOUICHHIO (1):

£•„(!) = £'(S)-£(com)-n£'(M+), (1)

iTie £'(S), E(com), £(MT) - sHepnm cncxeMbi I (HJTH aHajiorHtHoro (JjparMenra CHCXCMBI II) H CBoGoflHtrx KOMrraeicca
[CrCls]"" n KaraoHa M', COOXBCXCXBCHHO. JlaHHbiH XHTI saBHCHMocTH scer^a HMCCT MHHHMyM irpn neKoxopow npoMe-
xcyxoHHOM sHaqeHHH nmjn. HajiwrHe MHHHMyMa B OCHOBHOM o6ycnoBjieHo BospacxanneM oxxajiKHBaHHa BC KaxnonoB
c yBejiHHeHHCM HX Hucjia. CocraB cHcxeMbi I B XOIKC nmjn aajiaerca HaH6ojiee ycTOHHHBtrM. B .zjaHHOM c^ynae nmin=4
iuia Na H K, 6nH>KafiniHH no 3HeprHH cocraB HMCBX n=5. MaKCHMajibnoe HHCJIO BC KaxHOHOB, yaepxcHBaeMoe KOM-
nueKCOM xpoMa B CHCXCMC I, paBHO 6.

Ha pHC. l,b npeacxaBJiena saBHCHMOcxb sneprHH oGpasoBanna BHemHec(j)epHOH KaxnoHHoft o6onoHKH Eas Ana ana-
JlOrHHHblX 4)p3TMeHTOB CHCXCMbl II. HeCMOTpa H3 TO, TO) BXOpaa KC 3/ieCb COflCp>KHT 15 K3XHOHOB B Na-CHCXeMC H 12

KaxnoHOB B K-CHCTCMC, 3HeprexTrqecKHH MHHHMyM cooxBexcxsyex nmin=4 H 5 B Na- H K-cncxeMax cooxBercxBCHHO,
npiraeM, flits nocjieaneH 6jiH5KaHniHM no snepntH K cocxasy, cooxsexcxByiorueMy MHHHMyMy, asuaeTca cocxas c n=4,
x.e. paAHKEjrbHoro cMerneHHa MHHHMyMa npw nepexojie ox CHCXBMH I K CHCXCMC II He nporoomjio. 3ro
cooTBercxBHe (na KaiecxBCHHOM ypOBHe) pacnexHbix napaMe-ipoa, nojiyneHKbix B CHCxeiviax xnna I, HX
xanbHbiM ananoraM H nosBonaex paccMaxpHBaxb BbiBO,za>i, ocHOBaHHbie Ha HccneflOBaHHH CHCXBM I, B Ka^ecTBe o6oc-
HOB3HHOH nepBHHHOH OU6HKH.

B oxjiHHHe ox CHcreM THna I B cHcxcwax II cxaHOBHxca BO3MoacHbiM npaMoii packer SHeprnfi BsaHMOiteHcxBHa
5pHoft o6oJioMKH c KOMiuieKcoM H ocxajibHOH Hacxbio cucxeMbi. Ecjin 3Hepnna BsaHMOfleHCTBHa BC oSoxto-

: c KOMiureKCOM npeBbrmaex SHepnno ee BsaHMOflericTBHa c BHemnHM OKpy^KenneM, MOHCHO roBopaxb o nasiymm B
CHCXCMC xaKoro /jHiiaMH^ecKoro pasHOBecHa, noxopoe oGecneHHBaex cymecTBOBanHe ziocxaxoHHO cxa6HjibHbix KOM-
njieKCHMx qacxHu orrpefleneHHoro BC cocxaBa. HeoSxojHMbie pacqexm.ie flanybie npeflcxaBireHbi i
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PncyHOK 1 - 3aBHCHMocxb sneprHH o6pa3OBannH BHeriinec4>epHOH KaxHOHHOH o6oJioqKH Eos KOMiuieKca

XII MiMcnapoflHa HayKOBO-rexHiHua KOHc^epeHuia "
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i npouecH xa IIOJTH xexniHHHX i 6iojioriHHHX o6'eKxiB"


