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Sivtina MaKpocKoniHHHX cf)i3HKo-xiMiinuix xapaicrepucrHK lioeepxjii
TsepAoro xijia (iianpHKiiaA, TenjionpoeiflHOcri, eneKiponpOBUtHOcri
TOIH.O) BH3Ha"iaCTbCH 3MiaoK) eneKXpomioro ciieicrpy noBepxui

MOBJieHoio 3cyBOM pisriH Oepivii, iianpuKJiaA, ;io ji,na 3onn
IIOHBOK) eneiapoiiiB y SOHI npoei,ryiocTi TOU^O [1J.

peanisaum SMiHH c})i3HKO-xiMiHHHx BJiaciuBOcreti noBepxui
ejieiopojiy MO>KC Bi/iSyBaxHCH 3a paxynoK BsaeMo/jiV aroiviiB noBCpxei 3

HaCTHHKaMH pOSHHHy. 13 TOM.KH 3Opy IfflJlHBy

Ha 3Mmy HK Mkpo- xai< i MOKpoxapajci-cpHCTHK noBepxui
ocoGiiHBHH mrepec npe/[CTaB;mioT[, posrociH, oci<ij]bKn

X AHnOJIbHHX MOMCIITIB HaCTOK p03TOHy, BJUICTHBHX

;xrra HHX xapaicrcpumvi e HasmnicTb uijituwx pyxoivinx
OcraHne naAae posTonaM BHCOKO'I npOBiAHocri 3a paxynoK

BtaiaAy BIA HH3bKnx HacroT Ta eJieiapoeraTUHHHx
, mo MO>Kyn> CITPHHHHMTH aroMni 3cyBn B ny3Jia\ KpncraJii4HoT

peuiiTKH TBepAoro Tina qepe3 BOJIHB na eneicrpomiy ra
niACHcreMH pemiTKH. ToMy oAnieio 3 HCBJA'CMHUX i narajibnnx
KOMiuieKCHoro AOCJiiAJKCHHa Mexaiii3My red-oxi-peaKniil c
<JH3HKO-xiMiHHHx BJiacTHBOCTeM HacTOK, aACOpGoBaHHX i-ia noBepxui
CJieiCIpOAy 3 HOHHHX pOSTOIliB.

PaHime HaMH npn KBaHTOBOxiMiHHOMy AOCji'^pKeiiiii (nporpaMa
GAMESS/FireFly, HeeMnipHHHHH Bapiain- po3paxym<y [2J) nepenocy
3apaAy Ha MbKt^asmH Mead-eneiapoA-BOjiwJjpaMaTOBMicHHH p03ion 6yjio

epeBa>KaiOHHH BnraiB aACOp6u,iHHHX e(j)eKriB iia 3Miny
SAaTHOcri Bora.4)paMaT-HOHa, KoopAHHOBanoro o/ino- ra

ABox3ap«AHHMH KarioHaMH, mo eiAKpHBae nepcneicrnBii AJIH
HOBHX HanopeHOBHH Ta posHttipeHHii ctjiep ix sacrocyuaHHJi [3]. B
poGoTi npOBCACHO anaius BHBHemw B3aeMOAin
BOJTb(J)paMaTOBMicHHX posTonis: {M,,'"+[WO4J

2"}(""'' + (M=K+, Na1,
Ca2+, Mg2+) 3 noBepxHeK) eneiopoAa,
KJiacrepoM €25020 (pac.1) [4].

Anajii3 BCJIKHKH TermoT
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na noBepxni ejieiopOAy

46-aTOMiiHM

aAcopGio'HHHX
n=0-4 -
mo OAcopGuja BOJib(J)paMaT-

Hona B oroHeHHi KarioiriB crae TepiwoAHnaMiMHo 6i;ibm unriAHOK> npn
sGijibiueHHi n B p«Ay Li+<Ca2+<Mg2+. IlpoBCAetii pO3paxyHKH TaKO>i<
A03BOJ1HJ1H BcraHOBHTH, mp nii< aAcopGui'i na nonepxni po3Auiy <1>33
AOCJiraerbca AJM BOKb(j)paMaT-HOHa B OTOMCHIU 4 Ka'rioiiiB Li , Ta 2

2+ i Mg2+ (TaGii.1).
eHeprerrHHHHx AiarpaM MoneKyjiapimx opGiTaJieH

oG'eicriB noKa3aiia ne TiubKH paAHKaiibHy nepeGyAOBy
CTanis noGraisy Ana 3OHH npoBiAHOC'ri, cTHMyJibOBany

KaTionis y KOOpAHHauiHHiH oGojioimi aHiona, a H 3winy
pifiHH OepMi Ta nepepo3noAJJi e^eicrpoHHo'f iycTHnn M'DK

aAcopGenroM i aACOpGaTOM, mo AO3BOjrae KOHCTaTynaTH naaBnicTb
3B's3i<y eneKrpoA-MeranoKOMTmeKC, B 3ane>i<JiocTi BIA cTexioMeipHiworo
cioiaAy MerajioKOMimeKcy. OrpHMani pesynbTaTH BKa3yioTb HK Ha
MO)KjiHBicTb npHCKopeHHH red-oxi-peaKuiR na MbK(|>a3HiM MOIO
«e^eKrpoA-po3Ton» 3a paxynoK SMIHH KarioH-aiiionnoro CKJia'-iy Uboro
pO3Tony i, TSK i na CTHMymoBaHHa 3M1HM BejmiMH ICHJIOT yrBopenHH
aAcop6u,iMHHx KOMnjieicciB aa noBepxiii ejiempoAy (aid B CBOK> Mepry
npH3BOAHTb AO 3MiHH T3KMX MaiCpOXapaiCrepHCTHK, HK

b, B'asKicTb, 3M04yBanicTb Tomo) OTpuwanHX npn
BHCOKoreMnepaTypHoro ejieKipoxiMiMHoro cum'esy.

TaKHM HHHOM, uLnecnpaMOBana 3Mina na MaKpopiBui KaTionnoro
pO3HjiaBy A03BOjiae na MiKpociconiinioMy piBui (KaTiOHHHH

sGjiH^cyBaTH eneprerHMHi cneiapH noBepxm e;icKrpoAa i
aKTHBHHX HaCTOK, CTBOptOK)HH TOM CUMHM MOiamBicTb

KepyBaHHH MaKpOXapaKrepHCTHKaMH CHHTC3OBaHHX
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