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BJIHHHHE KATHOHHOFO COCTABA PACIIJIABA HA MEXAHH3M
OBPA3OBAHHH aJIEKTPOXHMHHECKH AKTHBHblX KOMI1JIEKCOB

B HHOEHHCO^EPaCALUHX PACnJTABAX

Ha ocHOBaHHH aHanma pesy.ibxaxoB ab initio KBaHxoBO-XHMHwecKHX pacweroB o6oc-

HOBaH M6X3HH3M KaTHOH-aHHOHHOro B3aHMO3efTCTBHST SHHOHa Nb F, C KaXHOHaMTl B

o6T>eMHoft (Jiase HKoSHHCo/iepxaiUHX pacnjiaBOB. O6Hap\oKeHa cneuHtfuwecKaH pojit

BHeiiJHec(J)epHOH KaxnoHH3aunn aHHona NbF7 , Koxopaa

i aroMa Nb, npespamaa ero B noTeHunajTtHHH uenrp "a
HoB araKK" B nocjieayromnx \fHoro3.neKTpoHHi.ix npoueccax 3,7eKrpoBoccTaHOBJieHHfl,
.ie)Kamnx B OCHOBC BbicoKOTeMneparypHoro 3^eKrpoxnMHtiecKoro cunxesa KapfiHUOB HH-
o6nH Hapyrirx coenHHeHnil H3 pacnJiaBjieHHBix cojiett.

K.nowfibie c.wea: KaTHOH. aniioH. HMo6HHCoj3epxauiiiH pacn.iaB. o6teMHasi (}ia3a pac-
rmana, McxaHH3M KaTHOH-a

BBE^EHHE

B paooTax 1 1, 2] no SjieKxpoxHMMqecKowy HsyqeHMio noBenenns Hiio6nfl Ha (j)OHe rajio-
6bi.io BbicKa3aHo npeano^o>KeH0e o MeTaujroKOMiuieKCHOM xapaicre-

pe 3-iCKrpoBocCTaHOBjieHHa annoHa NbF7~, a B [3—9] SKcnepHMeHTajibHbie

GbUIH o6OCHOB3HbI KBaHTOBO-XHMHqeCKOH OLtCHKOH BO3MOXHOCTH o6pa3OB3HHH

KOMiuieKCOB aHMOHa NbF7 . B,viecxe c TCM npn nposeaeHMM sjieicrpoXMNitwecKHX

noBaHHH [1, 2] B KanecTBe (poHOBoro sjietcrpo^HTa npHMenajiacb 3BieKTHHecKaa
K,Na/Cl, KaiMOHbi KOTOpofi ne odjiaaaiox apico BbipaxciiHbiMM KHCJIOXHUMH
no cpaBHCHHio, HanpuMep, c KaxnoHaMH Sojree cmibHoro nojwp03yiomero fleftcxBHH (Li+,
Ca2+, Mg2i, A13+ H ap.), Koxopwe cnocoBebi He XOJIBKO o6yc.noBjniBaxb, HO H cynrecxBemro

ycHjiMBaxb 3jieKTpoxnMHMecKyio aKXHBHoexb aHHOHOB cjiojKHoro cxpoeHHa (NO3 , COj ,

TiF^, BF^, WOf, MoO^ HT.A.) [10-19].

HosxoMy npeacraBJifreTca uejiecoo6pa3HbiM nexajibno nsy^HXb BO3M05Knocxb oSpasosa-
HHH MexajiJioKOMnjieKcoB no pesyjibxaxaM cpasHixxe^bHoro KBanxoBo-xuMHiecKoro HCCJIB-

HOBanMsi BaaMMOHOHCTBHH nMm+...NbFj (M = K+, Na+, Li^, Ca2+, Mg2+) ajin n = 1—6, pe-

ajiH3HpyioiuHxcii B pacnjiaBax cooxseTcxByioiiiHX consfi, c o6ii3aTejTbHOH KOHKpeTH3auneH

oco6eHHOcxeH nojinpH3auHH aHHOHa NbF,~ noa BJii-ranneM pasniwHoro KaxHOHHoro

OKpyxeHwa. TaKoti noaxofl noaBo^aex He TOJibKO Ha 3jreKrpoHHOM ypoBHe ycxaHOBHxb H

o6oCHOB3Xb M6X3HH3M B3aHMOaCHCXBHa aHHOHa NbF7~ C KaXHOH3MH

Horo sapaaa, HO H .naex so3Mo>KHOCTb, KBK nporaosupoBaxb Ha KOHqenxyajibHOM yposne
cJiopMHpoBaHHe pasjimHbix no xnny n thopMe 3jieKxpoxnMHiecKH aKTHBHbix qacxHu [10],
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