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KBAHTOBOXIMIHHE AOCJII#5KEHHfl EJIEKTPOXIMIHHHX
BJIACTHBOCTEH EAH Y PO3IIJIABAX 31 BMICTOM

B [1] 6yjio noKaaano, mo ,HJia posOaBJieHiix IOHKHX posmiaBis peajiisyexbca
cxeivia KaxioH-aHioHHoi" BsaeMOzm, BizjnoBujHO #o HKOI Bi.n6yBaexbca 3Mma KHCHOXHO-
OCHOBHHX BJiaCXHBOCXCH Cepe^OBHlUa BBCaeHHHM y pO3nJiaB KaxioHifl CHJ1BHO1 nOJIHpH3yK)HOl

^ii (KaxioHHHH Kaxanis). HInaxoM npOBeaeHHH KBanxoBoxiMi'iHHX neeMnipHHHHX
pospaxyHKis B3aeMOnii amona MoO42" 3 KaxionaMH Mm+=Li~, Ca2", Mg2+ na (J)OHi
po36aBjieHoro xnopPmHoro posnjiaBy [2] oOrpynxoBano MexanisM 4>opMyBaHHK EAH, XHH i
4)op.Ma 3KHX BH3HaHaioxsca KaxioHHHM CKjia^OM posnuasy B paMKax Mcmejii KaxioH-aHioHHHx

noxaaaHo xaKOK, mo uefi nponec Bifl6yBaexbca nepes cxa/jiio yxBOpenHH
nioHiB Burna^y {Mn

m+[MoO4]
2"}(mn" B o6'eMHin 4>a3i posnjiasy, 3

nacxynHHM i'x ejiCKXpoBiziHOBJieHHSM. O^naK aexajitne BHBMCHHa MexanisMy Kaxion-
aHioHHoi B3aeMOziii HeM05K,iHBe 6ea KOHKpexusaiui' npupoflu nojiapH3ai;ii aniona
KaxioHHoro oxoneHHa. ToMy B aaniii po6oxi 3fliHCHena cnpoSa
oco6jiHBOcxeH B3aeMOflii iona MoO42" 3 KaxionaMH Li+, Ca2+, Mg2+.

^ocjiiji^KeHHH B3aeMoaiV MOJii6/iax-ioHa 3 KaxionaMH cHJibHo'i
paMKax BH6paHoi Mozjejibnoi CXCMH [2] npoBOAHJiocH UIJIHXOM
KBanxoBoxiMiHHHX B pospaxyHKis MCTOZIOM CVn MO J1KAO 3 BHKOpHcxaHHflM
nporpaM GAMESS i HyperChem 7.5.

.JlK noKaaaB aHaJiis posnozujiy sapa^is na axoMax KaxioH-aHionHa
o6yMOBJiioe nepenic sapa^y 3 axoiwis MOJii6^eHy i KHCH:K> Ha Kaxionn cojibBaxHoi"
(pnc.l), HKHH 36ijibfflyexbca si 3pocxaHH3M nnxoMoro 3apa/iy Kaxiona B pa/iy Li+<Ca2+<Mg2"
xa 3! 36ijibineHHaM KOHueHxpaqii KaxioniB O^HOFO BHity. BHUHB KaxioniB (JtonoBoro
eneKxpoJiixy K+, Na+ na anion MoO42" nopisHHHo 3 KaxionaMH 6'ijibin CHJibHo'i' nonapHsyioHOi
Aii H63HaHHHH i /lira po36aBJieHHx posxoniB B paMKax Mo/ieni KaxioH-amoHHHx BsaeMo^ifi He
e BH3HaHajTbHHM jjjxa npouecy (J)opMyBaHHa EAH. Haasnicxb KaxioHis cxiiMyjXioe npoas
^OHOpHHx BJiacxHBOCxen iieHxpanbHoro axoMy Mo. nopiBHannx a6o 6ijibniHx 3a
BejTHMHHOK) 3 XaKHMH Ha aXOM3X KHCHIO. ^KmO HpOBeCXH sicxaBJTeHHa 3 .aaHHMH

B [3], ae aBxopaMH BHEHeno B3aeMoairo BOJib(|>paMax-HOHa 3 KaxionaMH
xo oneBH^Ha aKicno cxo^a npnpo/ia ssaeMoziii (KijibKicna pisnHua B Meacax

15-20% CXOCOBHO BeiiHHHHH nepeHOcy sapa^y), mo noacnioexbca o/iHOXHnHicxpo
: CHMexpia Td, Haasnicxb d-op6ixajieft ueHxpajibHoro axoMy, xoiuo.

PHC. 1 KoHueriTyanbHa cxeMa nepepoanofli.iy eneKxpoHHoV rycTHHH B
MoO4"~ nifl BaaHBOM MOTHptox
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