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PHC. 3. 3aencHMOCTb 3neprnH a K T H B a u n n 5-3.neKTpOHHoro nepe-
Hoca na iiacTHuy {Li,, [NbF7]~ : I — nony iieHHa>i H3 pacLierHbix
aaHHbix (( f iopMyna ( I ) ) ; I I — npn o6pa6oTKe 3KcnepHMeHTaJib-
H b i x naHHbix (cj)opMyjia (3 ) ) .

BoccxaHOB.neHH>i. O6Hapy>K6Ho, HTO
aKuenxopHbix CBOHCTB axotvia Hno6nfl H KaxnoHOB
3AK KaK c yBejiHHCHHeivi yaejibHoro 3ap5ua KarH-
OH3, T3K H C pOCTOM KOOp/lHHaUHOHHOrO MMCJia
KOppenHpyer co CHH>i<eHHeM BCJIHMHH aKTHBaun-
OHHHX 6apbepoB npw MHorosjieicrpoHHOM nepe-
Hoce sapa^a. Floc^eaHee yKa3biBaer Ha
KarHOHHoro cocraBa Ha yeejiMHeHHe
cnoco6HOCTH HOHa HHo6ara B npoueccax Boccra-
HOBJlCHHa. COOTBCTCTBHC BC^HMHH SHCprHH aKTH-

BauHH, nojiyneHHbix Ha OCHOBC 3KcnepHMeHTajib-
HHX flaHHbix, H aKTHBauHOHHbix 6apbepoB, nojiy-
M C H H b l X K B a H T O B O - X H M M H e C K H V l ny'TCM, RO/lTBep-

npaBHiibHocTb BbiSopa reopeTHHecKoro
B paMtcax vioaejibHofi cxeMbi

a H H O H H b l X BSaHMOfleHCTBHH npM

nepeHOca sjieicrpOHOB H.J\K yiiac-
B 3J16KTpOflHblX peaKUHflX 3AK,

a raKx-ce no3BOJiflCT, He npnGerafl K npose-
ACHHK) SKCnepHMCHTaJlbHblX HCCJie/lOBaHHH,
Tpe6yK)lXlHX 3Ha4HTCJlbHbIX M a i X I H H H b l X 3a-

rpar, KanecTBCHHo nporH03HpOB3Tb chn3H-
K O - X H M H H e c K H e CBOHCTsa ApyrHX pacnjia-
BOB Ha OCHOBC pC3yjlbTaTOB KBaHTOBO-XH-
M H M 6 C K H X M6TOflOB

{Mn'
n [NbF7]~

BHyrpeHHHe creneHH CBo6oabi H Bpa-
H3CTHU.

CpaBHCHHC BCJ1HMHH SHCprHH 3KTHBaUHH, paC-
C M H T a H H b l X KBaHTOBO-XHMH L i eCKH HO c|)OpMVJie (1 ) H

no (|)opMyne (3) npH o6pa6oTKe 3Kcne-
ix [9, 10] c yieroM

C V M M , npCACTaBjienHbix B Ta6/i. 4,
crpHpyer xopouuee cooTBercTBHe pesyjibxaxoB

X pacHCTOB c pesyjibTaxaMH 3Kcne-
MH (PHC. 3), a xaioi<e B

pas noAXBep/K^aex cymecxBCHHoe
H H C KHCj ' IOXHO-OCHOBHblX CBOHCXB Cpeflbl Ha

cnoco6nocxb 3AK.
o6pa3ow, B pa6oxe na ocHose pesyjib-

xaxos ana^Hsa KBaHxoBO-xHMHHecKHx pacnexoB
06 3HeprexHHecKnx H sapa-

ix xapaKxepncxHKax 3AK {M/?'"
+[NbF7f }

npn 5-3;ieKxpoHHOM nepeHOce sapa^a B

PE3K3ME. Ha OCHOBI nopisHajibHoro ana-
pesyjibrariB H e e i v i n i p H H H H X pO3paxyHKiB

eHeprifi HBMO i a K T H B a u i f i H H x 6ap'epie BIH-
HOBjieHHa "J3o^bOBaHoro" amoHa NbF 7 ~ ra fioro
K a T i o H J 3 O B a H H X (j)OpM BCTaHOBUCHO, LUO B D J I H B

KarioHHoro oToneHHfl Ha e^eMeHTapHHfi aKT nepeHocy
n p H B O H H T b ao aKTHBauiT (fiTopOHioSary B npH-

mapi B peaKuinx

S U M M A R Y . Based on the results of the compara-
tive analysis of the results of ab initio calculations of the
energies of L U M O and activation barriers recovery "iso-
lated" anion NbF 7 ~~ cationic forms and found that the
influence of the cationic environment on the elementary
act of charge transfer leads to activation fluorine niobate
in the sheath in the reactions of the electroreduction.
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