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ANCCOOUALNNA MOJIEKYJIbBI BOIbI BO BHEIIIHUX
IJIEKTPOMAT'HUTHBIX ITOJIAX
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B pabore mnpemioxkeHa MoOAENb OMUCAHUS PEATbHOM MOJEKYIbl BOJBI €€ JBYMEPHBIM
aHaJoroM — BHpTyasbHOU MoJjekynor (BM). B npemnoxennoit monenu BM obecnieueHo yciioBue
COBIIAJICHUSI OCHOBHBIX COOCTBEHHBIX YaCTOT MOJICKYJBI U €€ TpexMepHoro aHaiora. OcraibHbie
napamerpsl BM (anuHa cBsizeld U Macchl aTOMOB) NMEPEHOPMHUPOBAHBI TaKUM 00pa3oM, 4TOObBI
MOJIEKYJIa YCTOMYMBO CYLIECTBOBAJIA NIUTEIIbHBIM UHTEPBAJl BPEMEHHU.

B pamkax npeioxeHHON MOZENIH MCCeN0BaHA JIMHEHAs JuHaMHuka atoMmoB BM B moie
MOHOXPOMAaTHYECKOW 3JIEKTPOMArHUTHOM BOJIHBL. [loKa3aHO, YTO MpH BO3AEHCTBUM BHEIIHETO
9JIEKTPOMArHUTHOTO TOJIi HAa MOJIEKYJIy Ha PE30HAHCHOM YacTOTe HAONIONAI0TCS CEeKYJspHbIE
peXUMBI KOJEOaHUI, KOTOPBIE XapaKTEPHU3YIOTCS JHWHEWHBIM BO BPEMEHHM POCTOM AaAMIUIUTY]
OTKJIOHEHHI aTOMOB OT MOJIOKEHHSI PABHOBECHS.

UccnepoBano BIMSIHUE BKIIOUEHUS BHEIIHEW CHIIBI HA YCTOMYMBOCTH KOJIEOAHMM aTOMOB
BM B MOMEHT BpeMEHH, OMpeesieMblil YCTaHOBICHHEM COOCTBEHHBIX KOJIEOAHUN MOJEKYIBI.
IToka3zaHo, 4TO, B HEKOTOPBIX ClIydasix, pa3pblB OJHON U3 cBsi3zeil BM 3a cyeT peakTUBHON OTAA4H
Hen30eXKHO MPUBOAUT K €€ pacmaay B LeJoM. UHCIEeHHBIM MOJEIHUPOBAHUEM YCTAaHOBIIEHO, YTO
pa3phIB CBSI3EHM MMEET MOPOTOBBIN XapakTep, T.e. aucconuainus BM He HaOmogaeTcst Ipu BHEITHEH
CUJIe, MEHbILIEH OIpeeIeHHOro 3HaueHus. B o0nacTu 3HaueHuid CUJI, MPEBBIMIAIONINX TOPOTOBBIE,
BAPbUPOBAHUE YACTOTHI BHEIIHETO SJEKTPOMArHUTHOTO IO HE OOHApYKUBAE€T PE30HAHCHBIC
cBoiictBa BM, koTopbie 00yCIOBIIEHBI HATUYUEM BBIJCIEHHBIX YacTOT Y MOJIeKyJbl. [loka3zano, 4yTo
B o0yacTu, rie Bceraa MpoMCXOAUT pa3pbiB cBI3M H —O cyliecTBYIOT OCTPOBKH CTaOUIBHOCTH
ce3u  H-—H. Onpenenensl ontuManbHble MapaMmeTpel aucconuanuu  BM  Boabl 1o
HaIPSPKEHHOCTH AJIEKTPUYECKOTO TOJIS M YaCTOTE €ro U3MEHEHUS.
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