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OonapyaceHHaa panee [1] B03MO)KHOcxb ocaJKneHiia Ha npHpo^Hbie H cunxexH^ecKHe ajiMa-
3bi-flH3JieKxpHKH rajibBaHJTiecKHX noKpbixHH 6c3 npenBapHxejibHoro cosziaHHa upoBOflJimero cjioa
[1-2] cBH,nexejibCXBOBajia o B03HHKHOB6HHH npOBOflHMOcxH aJiMasa, norpy>KeHHoro B KapGonaxco-

pacnJias H oxcyxcxBHH npoBoanMocxH, HanpHMep, B GopcojiepacameM pacnjiaBe. Ha
SKcnepHMCHxajibHbix aaHHbix, aaxopaMH [2] Gbiji caejian (^eHOMeHOjiorH^ecKHH BbiBOfl

o XOM, HXO noBepxHocxnaa npoBO^HMOcxb ajiMasa B OKCH^Hbix pacnuaBax oGycjioBJiena npoxeKa-
HHCM OKHCJiHxejibHo-BoccxaHOBHxenbHbix npoueccoB na rpaHHtie pas^ejia. rio3>Ke GbiJia npeztJio-
5KCHa (na ocHOBaHHH aHajiH30B KBaHxoBoxHMHHecKHX pacHexos) MOflenbHaa cxetvia H3MCHeHHa no-
BepxHocxHoii npoBO^HMocxH axusiasa, o6tHCHaioinaa B03HHKHOBeHHe npoBO^HMocxH nosepxHOcx-
HOFO cjioa ansneKxpHKa-ajiMasa [3]. OanaKo AO Hacxoamero BPCMCHH sonpoc o MexannsMe BOSHH-
KHOBCHHa H XHHC nOBCpXHOCXHOH npOBO^HMOCXH B 3XOM CJiyHae aBJiaeXCK flHCKyCCHOHHblM.

Bnecxe c XCM, KBanxoBO-MexaHH^ecKOH xeopnefi sjieMenxapHoro aKxa nepenoca sapa^a HC-
pes rpaHHuty Mexami (npOBOflHHK) - aJicKxpojinx [4] oGtacnaexca KaK HajiHHHe «XOKOB o6MCHa»,
xaK H caM MexaHH3M red-oxi peaKunS B rexeporeHHtix cpe^ax. TaK KaK can npoijecc B03Moacnoro
nepexoaa sjieKxponoB c noBepxnocxH Kaxo^a na nacxHuy 3JieKxpojiHxa Hanoojiee Bepoaxea npn

ypoBiien 3HeprnH OepMH Maxepnajia Kaxo^a H nacxniTbi, naMH Dbina npOBeflCHa KBan-
oaeHKa sxoro acnexxa xeopnn [4].

Pacnexbi npOBO^HUHCb B
nporpaMMe GAMESS/FireFIy [5]. B

o6i>eKXOB
BbiGpana KJiacxepnaa

noBepxHOCxH (KMI1) sneKxpo^a H3 38
axoMOB yrnepojua xexpasapunccKOH
cxpyKTypbi, MO/ieJinpyiojuaa noBep-
xHocxb ajiMasa; B
cxpyKxypnbix nacxau pacnjiasa
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