
EiojiorraHo.
HAl

. £ ' \.11B I

*

->~ CD

ixnoHy, m - sapjm KaxnoHa, a B Kanecxse KaxnonoB
biopanbi: M=Li+, Ca2+ H Mg2+.

ab initio pacnexbi npoBOAHJiHCb B paMKax nporpaMMHoro naKexa
GA' B K H MINI+ndfunc) [3].

QiBocKTea&Baa ycroftHHSocxb nacxnu {Mn
m+[NbF7]

2"}(lT l+ o^eHHBaJIacb na OCHOBC anajiH-
33. paccHHiaHHHX no^parMeHXHHM Mexo^oM Bejin^HH 3HeprHH o6pa30BaHHa AE, Koxopbie onpe-
je.XJLTH KEK paSHOCXb HO.IHOH SHCprHH KaXHOHH3HpOBaHHOH HacXHE(bI H 3H6prHH aHHOHa H KaXHO-

HOB:
AE=E{Mn

m+[NbF7f}
(mn-2)+ - E [NbF7]

2' - E [Mn
m+]. (2)

Pesy.ibxaxbi npoBe/ieHHoro anajnm noJiyneHHbix pesyjibxaxoB yKasann na BOSMO/KHOCXB 06-
pasoBaHHa qacxnii {Mn

m+[NbF7]2"}(mn"2)+ c iimpOKHM cneKxpoM Koop^HHauHOHHbix HHCCJI BHJIOXS
40 n=6 npn HajiHHHH MaKCHMyMa BsaHMo^eiicxBHa AJM n-3-4 B cjiy^ae o^Hosapa^Hbix H n=2 - B
cnynae ^Byxsapa^Hbix KaxHOHOB (xaSji.l). B pesyjibxaxe npoBeaeHHbix pacnexoB GHJIO ycxanoBJie-
HO, HXO 3HaHCHHa AE B03pacxarox c vBejinneHHeM y^eJibHoro sapa^a:

Ta6jiHi;a 1 - liojmaa SHeprna KaxnoH-aHHOHHbix BsaHMOAeHCXBHH (E) H snepxna
(AE) aHHOH - KaxHOHbi (Bbi6opoHHbie ^aHHbie, noJiyneHHbie c HcnoiibsoBaHHeM 6a3nca SBK)

BsauMo-
deucmeue

«Li+...[NbF7]
2'

J]C^... [NbF7l
2-

[«Mg2^.JNbF7]
2-

n

3
4
2
2

-E-10"4, K^ac/MOJib

{a}1

58,682
58,682
58,682
58,682

{6}
58,866
58,858
58,937
58,959

{B}
58,767
58,767
58,822
58,839

-AE'1(TJ,
K;5>K/MOJIB

1,837
1,766
2.548
2,774

TaKHM o6pa30M, npoBeaeHHbie KBanxoBOXHMHHecKHe pacnexbi no3BOJiaiox c^eJiaxb
o XOM, HTO BsaHMOflCHCxBHe cxpyKxypHbix HacxHU[ HHo6HHcoflepacam;ero pacnuasa B paMKax
ffil KaXHOH-aHHOHHblX B3aHMOA6HCXBHH npHBO^HX K o6pa3OBaHHK) KaXHOHHSHpOBaHHHX HaCXHII

BHfla: {Mn
m+[NbF7]

2"}(mn"2)+ c UIHPOKHM cneKxpoM KoopflHHaunoHHbix HHCCJI. OflnaKo npn #OCXH-
KCHHH OnpeAejICHHOH KOHUCHXpaUHH KaxHOHOB no OXHOUICKHK) K aHHOHy, paBHOBCCHC (1) M

CMemaxbca no MexaHH3My (B), ynasbiBaa Ha 3aBHCHMocxb cxexnoMexpHH peaKUHH
MOHHOFO BsaHMo^eHCXBHa ox y^ejibHoro 3apa^a H KonueHxpauHH

JIHTEPATYPA

H pacnexe sneprHH oSpasoBaHHa npo/iyKXOB peaKunn B BaJieHXHo-pacmenjieHHOM 6a3Hce SBK
npHHHMaexca 3a HOJIB.

IX Mi>
i npouecH xa nona xexninHnx i SiojXorinHHX o6'eKxiB
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