
MOAEJIIOBAHHfl OPOUECIB y TEXHIHHHX I BIOJlOriHHHX CMCTEMAX I OE'CKTAX

(|)a3e pacmiaBa (roMoreHHbiH KaxajiHa), xaK H nanpaBjienHocxb npoueccoB 3JieKxpoBocc-
na MOKc^asHOH rpaHHue 3;ieKxpo.a-pacnjiaB (rexeporeHHblH KaxajiHs).

K HHo6nHcoaep>KamHM pacruraBaM, KaK noKasajin pesyjibxaxbi KBanxoBO-
XHMHHCCKHX pacHexoB, nojiyHeHHbix c noMoiubio nporpaMMbi GAMESS/FireFly [2] B HeaMnnpH-
HCCKOM Bapnanxe B 6a3Hcax MINI+nd-func H SBK, B^HHHHC KaxnoHHoro cocxaBa pacrmaBa (B Ka-
necxBe KaxHOHOB HanSoiiee 34)4)eKTHBiioro aeiicxBHa GHJIH Bbiopanbi: Li+, Ca2+ H Mg +) npHBO^Hx
K H3M6HeHHK) pacupe^ejieHHa SJICKXPOHHOH HJIOXHOCXH B aHHone NbF?2" B o6teMHOH 4>a3e pacn-

; npn SXOM npeBajnipyiomHH Bicxa/i B HanpaBJieHHOCXb sxoro npouecca npHHHMaiox na ce6a
6HxanH uenxpajibHoro axona Nb. FIosxoMy uenecoo6pa3HO ^axb KBaHxoBO-XHMHnecKyK) o^e-
BjmaHHa KaxHOHHbix #o6aBOK pacnjiaBa na peaKUHOHHyK) cnoco6Hocxb anHona NbFy'" B npo-

uecce npHCoeaHHCHHH sjieKxpOHOB B rexeporeHHBix peaKunax.
Pesyjibxaxbi KBaHXOBOXHMHHecKoro HCCJie^oBaHHa peaKUHOHHOH cnoco6HocxH HHo6HHCO#e-

p>Kamnx nacxHii nyxeM cpaBHCHHa BejinqHH aKXHBariHOHHWx 6apbepos BoccxanoBJieHHa ^na «HSO-
jinpoBaHHoro» Hona NbF?2" H KaxHOHHSHpOBaHHtix ^acxHu {Mn

m*[NbF7]2"}(rr + (M=LiT, Ca + H
Mg2+) noKasajiH cymecxBCHHoe BnnaHHe KHCJIOXHO-OCHOBHBIX CBOHCXB cpeabi Ha peaKUHOHHyio
cnoco6Hocxb 3A1!. yKasbisaa xeM caMbiM na npenMymecxBO sneKxpoBoccxanoBJieHHa
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PHCVHOK 1 - JJnarpaMMa CHHVKCHHJI BCJIKHKH aKXHBauHOHHbix 6apbepos npH 1 -HO sj
HOM BOCCXaHOBJieHHH aHHOHa NbFy2" no^ B03A6HCXBHeM KaxHOHOB (Bbl6opOHHBie JiaHHbie)

TaKHM o6pasoM jyw nacxnu HHo6HHCoaep2£ainHX pacnjiasoB oSocHOBan KHCJIOXHO-
OCHOBHHH MexaHH3M (|)opMHpoBaHHa 3AH, KOxopbiH CBOUHxca K npnopHxexHOMy o6pa30BaHHro
KaxHOHH3HpoBaHHbix qacxH^ {Mn

m+[NbF7]2"}(mn"2^+, KOJiHHecxBo H XHU Koxopbix onpe^ejiaioxca
xoJibKO KOHneHxpaiiHCH H y,aejibHHM 3apa^OM KaxnoHOB. Ha OCHOBC pesyjibxaxoB pacnexoB axxn-
BauHOHHbix GapbepOB sjieKxpoBoccxanoBJieHHa no^xBep>K/ieH 4>yHAaMeHxajibHbiH npHHi^nu Kaxn-
OHHOFO KaxaJiHsa, npeaonpeAeJieHHbifi AOMHHHP^HIHM BjiHaniieM KaxHOHOB pacnjiasa na yse.xH-
HeHiie peaKu,HOHHOH cnocoSnocTH 3A1! npn npHcoe^HHCHHH s.ieKxpOHOB B rexeporennbix peaK-
unax.
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