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* Pa3paboran u anpoOHpoOBaH MaKET IPOTrpamMMm JJist
MOJIEKyJIsIpHO-TuHaMuueckoro (M/I) MmoaenupoBaHust
CBOMCTB KUJAKOCTEW B CTECHEHHBIX YCIIOBUSX.
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* Co3aaHHbBIE MAKETHI MTPOrPaMM MIPOULIU MPOLEAYPY
roCyAapCTBEHHOU perucTpaluu, ObLIU MOTYYEHBI JIBa
CBHUJIETEJILCTBA Ha MporpaMmmel it OBM

* YCTaHOBJICHO HAIIMYUE TUHAMUYECKOIO Xaoca B
CHUCTEME aTOMOB KPUCTAIUIMYECKON PELIETKHA CTEHOK
KaHaJoB U Mop. 10
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* Meronom M/ uzyueHa CTpyKTypa ra3oB U KUJKOCTEU B

HAHOKAHAJIaX.

* TlomyyeH psig HOBBIX JaHHBIX O AUGPYy3UU MOJEKYI "
GIIOUI0B B HAHOKAHAJIAX U MPEIJIOKEHA OpUTMHANIbHAST 1
METOAMKA ompeesieHus: KodhPuimeHTa akkoMoaaruu K

MOBEPXHOCTH. o

-

* Ha ocHoBe M/I-MonenupoBaHus IIOCKOTO TEUECHUS
KyaTTa uccnenoBanbl 0COOEHHOCTH PEOJIOTUU KUAKOCTEN
1 HAaHOKUJIKOCTEH.

* Coznman M/l anroput™ U npoBEAEHO MOJICIIUPOBAHUE
dunpTpanuu (IrouI0B.

* Co31aH aNropuT™M MOJIETMPOBAHUS THOKUX YITIEPOTHBIX
HaHoTpyOok (YHT) Ha ocHOBe moTeHIMana
B3anmoercTBrst AIREBO u nmonydeHbl JaHHBIE O

ko3 punrenTax audpdy3un u BpamareabHon 1uddy3uun
onocteHHBIX YHT

* bbUIM U3y4YeHbl MEXaHU3MBbI IEPEHOCA MOJICKYJI ra3a
yepe3 MeMOpaHbl SPUTPOLIUTOB MOCPEACTBOM KHHKOB-
COJINTOHOB.
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MeTonoM cTOXaCTUYECKOTO MOJIEKYISIPHOTO
MozaenrpoBanus (CMM) n3ydeHa 3aBUCUMOCTD BSI3KOCTH
ra3oB OT TEMIIEpaTypbl U JIABICHUS
o.o17y
*Merogom CMM HCITOMOIIBIO KHHETHYECKOW TEOPUU
U3YyUYCHA BSI3KOCTh Pa3peKEHHBIX HAHOTA30B3BECEH

*Metogom CMM BBITTOTHEHO MOACTUPOBAHUE BSI3KOCTH U 0016 : : : :
TETJIONPOBOAHOCTH PA3PEIKEHHBIX T'a30B B
HAHOCTPYKTYPUPOBAHHBIX KaHAJIAX

*Metog CMM 00600111eH 117151 MOACTUPOBAHUS
HAHOTA30B3BECEN B CTECHEHHBIX YCIOBHIX

*3aBepieHa paspadorka meroga CMM niis
MOJICJIMPOBAHUSI MPOIIECCOB MEPEHOCA HAHOXKHUIKOCTEH




