
M S « ; " _ _ "

3,0 A 10,5 A

10,5 A <N>r

10,5 A 10,5 A
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azicop6uia cynpoBOA>Kyexbca yxBopemiaM ea
noBepxni xBepAoro xijra noBepxneBHx xiwiMHHx cnojiyK.
xeMocopGuiHuoro 3B'a3Ky, JIK i 3BHHaniinx xiviiMHH
o6'eMHHX cnojiyxax, MO>KC KOJinsaxHCH y BejibMH UIHPOKHX
EIpHpOAa xeMocop6uiMnoro 3B'>i3Ky y npHHumii xa >K, mo i B
o6'eMHHX cuojiyKax, npoxe cneu.Mc|)iKa noBcpxai MO>KC icxoxno
BnjiHHyxH naxapaKxep ss'^sicy i posno^in ejieicxponiB B axoMax
E3aeMO,zuK>xt>. XapaKxep xiivii'iHoT aAcop6uiT BH3iiaMae
B3aeMHHM nepenocoM ejieKxponiB M!>K a#cop6oBa»OK> peHOBHiioio i
aji;cop6eHXOM, xo6xo ejieKxpOHHOK) BaaeMOflirto a^copGoBaunx

i xBep^oro xijia.
3 Mexoio /i,ocjiiA>KeHiw BomeracHo'i AI I rajiorenonoxi^HHx

HAHO jiixepaxypHMX A>i<epeji [1-2] Mo>icyxt. 6yxH
anbxepnaxHBOio 3a6opoH6HHM xjia^oHaM, a xaKO'/K ;uia iioaiyKy

npojroHryBaHHH KaxajiiTHMHoi /tiV. Gyji
pospaxyHKH mjiaxis Vx xepiviiHHOi

PO3paxyHKH BHKOHyBailHCb HCCMnipHHHHM MC'I'OAOM CCII MO

JIKAO 3a nporpaMoio Gamess [3]. IIpH onxHMi3auii reoMexpii
MOJiexy^ BHKOpHcxOByBaJiH rpaAieirray MexoAHKy i 6a3HCHHH na6ip
6-31 G*. BenHHHHH eHeprii pospHBy 3B'>i3Ky, naBCAeni B xa6;i. 1, e

enepriM BHxiAHHx i fdHueBHX npo^yKxiB y i'x
Koii(})irypaaiax.
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