OT3bIB
Ha aBTopedepar auccepraiuu bop3ayn Haransu MropesHsl
«KOMIIBIOTEPHOE MOJIEJIMNPOBAHUE CTPYKTYPbI MHOI'OKOMITOHEHTHBIX
OYHKIIMOHAJIBHBIX MATEPHAJIOB HA OCHOBE ITIOJIN- 1
OJIMT'OAJIKUJITUODEHOBY, nnpesicTaBieHHOM Ha COMCKAHUE YYEHOM CTENEHN KaH u1aTa
(u3MKO-MaTEMATUYECKUX HAYK I10 crienuanbHoCcTH 1.4.7. BBICOKOMOIEKYISIpHBIE COEMHEHUS

Ha ceronnsmnuil 1eHb CONpPSKCHHbIE MOMMMEPbl AKTUBHO HUCTIONB3YIOTCS TIPU CO3IaHHN
(GyHKIMOHATEHBIX MaTePUAJIOB I NPUMEHEHHs B PA3HYHBIX OOJNACTAX HPOMBIIIJIEHHOCTH, B
TOM YHCJIe Ul PEUICHHS 3a/lad, CBA3AHHBIX C IPeoOpa3oBaHHEM U HaKOIUIeHHeM sHepruu. K
TaKUM COCJMHEHHMSAM OTHOCATCS CONPSDKCHHBIE AKWITHOPEHBI, O0COOCHHOCTH XHMHUYECKOM
CTPYKTYPbI KOTOPBIX [EJNAKT MX HMHTEPECHBIMH KaHAWAATaMM Ul pa3pabOTKH, Harpumep,
YCTPOMCTB OPraHWYECKOM JIEKTPOHUKH M yCTPOHCTB Ha OCHOBE (ha30IepeXOHbIX MATepHAaIOB.
IIpu 5TOM >(Q(EKTHBHOCTL TaKMX YCTPOWCTB BECbMa YyBCTBHTEIbHA K MOP(OIOruu
IPUMEHSAEMBIX MAaTepHaIOB, 4YTO IIO3BOJISIET KOHTPOJUPOBAaTh (YHKIIMOHAIBHEIE CBOMCTBA
W3/l TIyTeM HalpaBlIE€HHOTO BIMSHUS HAa MX MHKPOCTPYKTYpy. Takum oOpasom,
Jquccepraunonsas pabora H.M. bop3nyH mocsineHa pelieHHIO akTyalbHOW 3ajaud HayKd O
NOJMMeEpax — OIUCAHUIO B3aUMOCBSI3U ""CTPYKTYpa - CBOMCTBO" Ha aTOMUCTHYECKOM YPOBHE.

B pabore npezacTasien rry0okuii aHaau3 MOPGOIOTHE CHCTEM Ha OCHOBE conpﬁ»ceHHblx
MOJIM- U OJIMTOAIKHITHO(GEHOB, a Takxke rpadeHonono0HpIX HaHOYACTHI[. J[aHHBIE CHCTEMBI
NPEJACTABIAIOT OONBIION HMHTEpeC Ul CO3JaHMsl MaTepHaioB ¢ YIyYIIEHHBIMH CBOMCTBaMHU,
KOTOpBIE MOTYT TPUMEHSTHCS TpPH pa3zpadoTke (OTOBOIBTAMYECKUX SUYEEK W TETIOBBIX
aKKyMyJISTOpoB. lccnenoBaHue BBIMOJHEHO € TOMOIIBIO KOMIIBIOTEPHOTO MOJICIUPOBAHMUS
METO/IOM MOJIEKYJISIPHOM JIMHAMUKH € UCII0JIb30BAHUEM ITOJIHOATOMHBIX MOJIEJIEH, YTO MO3BOJIHIIO
aBTOpY JeTaJbHO W3YYUTHh BIMSHHE OCOOCHHOCTEH XHUMHUYECKOTO CTPOCHHUS H3y4aeMbIX
COE/IMHEHUH Ha CTPYKTypHbIE CBOMcTBa MarepuajioB Ha MX ocHoBe. [lomydyeHHble B pabore
pe3yabTaThl UMEIOT MEPCIEKTHUBBI Ul MPAKTHYECKOTO NPUMEHEHHUS, a UMEHHO MOrYyT OBbITh
HCIIOJIb30BAHBI Ul MPOTHO3UPOBAHUSI CBOMCTB (DYHKIIMOHAJIBHBIX MaTepHalioB Ha OCHOBE
aNKUITHO(EHOB, B YaCTHOCTH IIPU pa3paboTKe «MOJIEKY/SIPHBIX IIPOBOJIOB.

K naunbomnee wHTEpECHBIM pe3yibTaraM paboThl MOXKHO OTHECTH cieaytoiiee. [lokazano,
410 (HOPMUPOBAHUE YHOPSJIOYECHHBIX arperaroB OMMro((GeHUIeH-THOGEHOB) HAa MOBEPXHOCTH
rpageHa B IIUPOKOM TEMIEPATYPHOM JHMana3oHe OOYCIIOBICHO T-T-CTIKUHIOM MEXKIY
KOHIIEBBIMH THO(GEHOBBIMHU KOJIBIIAMH, @ JINHEHHbIe OOKOBbIE aJIKHJIbHBIE TPYIIIIbI JOTIOTHUTEILHO
CTaOMIIM3UPYIOT CTPYKTYpY arperaroB. CTpyKTypHble 0COOEHHOCTH CMeCel Ha OCHOBE IOJIH(3-
rekCHI-THo()eHa) U HaHOYACTHIl ac(HaTETEeHOB ONPEIENISIOTCS OaTaHCOM B3aUMOAECHCTBHI MEXKTY
apoOMaTHYECKUMH ¥ anudaTriuecKuMu GparMeHTaMyu KOMIIOHEHTOB CMECH. ABTOPOM IOKAa3aHO,
4T0 HauboJIee MEPCIEKTUBHBI Ul CO3JaHUsl OPraHWMYEeCKUX COJHEYHbIX Oarapell ¢ 0OBEMHBIM
reTeporepexoioM CMECH Ha OCHOBe KapOokcmicomepxkamux acgansreHoB. Taxxe B pabote
MPOJIEMOHCTPUPOBAHO, YTO JaXe HeOonpiuve 100aBKM MOJMMEpa B cMecH mnapapuHa c
acanbTeHaMH TPUBOJAT K IOBBIICHHIO YCTOMYMBOCTH OTHX CHCTEM K CeIMMEHTAllMd
YIJIEPOIHBIX  YaCTHIl TPH  COXPAHEHWUHM  3KCIUTyaTallMOHHBIX CBOMCTB  HMCCJIEJOBaHHbBIX
(a3onepexoIHbIX MaTepPUaIIOB.

ABTOpe(depar HamKMcaH B XOPOIIEM CTHIIE, JOCTATOYHO ITPOUUIIOCTPUPOBAH U CONEPIKUT
noApoOHOE H3MOKEHHE pe3yJbTaToB KaXAOM DiIaBel [ucceprauuu. Marepuaisl  padoTh



NMPEJCTaBICHBl B 4X CTarbsX, OMyOIMKOBAHHEIX B BBICOKOPEHTHUHIOBBIX PELEH3HPYEMbIX
XKypHaJIax, a TaKke anmpoOUpPOBaHbl HAa BCEPOCCHICKHUX U MEK/IYHAPOIHBIX KOH(EPEHIIHSIX.

I[lo conepxanuio aBropedepara y MeHs ecTb jBa 3amedaHus. [lapuuanbHble 3apsiibl
MMEIOT 0OJIbIIOE 3HAYeHHe /U1l (HOPMUPOBAHHS CBOWCTB MOIUMEPHBIX MATEPHANOB, MOCKOIBKY
OHH BHOCSIT 3aMETHBIHM BKJIaJl B MEXKMOJIEKY/ISIPHBIC B3aHMOICHCTBYS, B YACTHOCTH B TT-T-CTIKHUHT
B3aUMOJICHCTBUE, KOTOPOE B PaMKaX aTOMHCTHYECKOTO MOJIEIMPOBAHUS YUHTHIBACTCS HESBHO.
[lostomy Tpn napameTpu3alluy BaNE€HTHO-CHIIOBBIX IIOJ€H MPOBOMXMTCS TOHKAS MOACTPOIKA
O/THOBPEMEHHO M MapUHallbHBIX 3apsl0B, M MapaMeTpoB B3amMojeiicTus Ban-nep-Baasnsca
aTOMOB Ha OCHOBE pacyeTa CBOMCTB PA3/IMYHBIX TUIIOB MOTUMEPHBIX Marepuaios. [10ckoabKy B
paboTe mapuuanbHble 3apsiibl ObLIH PACCUMTAHBI OTAENBHO (B PAMKAX KBAHTOBO-MEXaHHYECKHX
pacyeToB), M3 TeKcTa apTopedepara He COBCEM SCHO, KaK MPOBOIMIACH BAJIMAAIUS
Pe3YILTHPYIOIMX BaJICHTHO-CHIOBBIX T0J1ei (BCII)? Taxoke u3 tekcra aBropedepara HescHO, B
KakHX cirydasx ucnoias3oBanoch BCIT GromosS53a6, a B kakux BCIT GAFF?

YKa3aHHbIE 3aMeYaHKs He CHIDKAIOT 0011el 3HAYMMOCTH paboThl K BAXKHOCTH MOTYYCHHbIX
aBTOPOM pe3ysisTaroB. CumTaro, uto aucceprauus bopsayn Haransn Uropesub «KoMmmbrotepaoe
MO/ICJIUPOBAHUE CTPYKTYPhl MHOTOKOMITOHEHTHBIX (YHKIIMOHATIBHBIX MaTe€pUaIoB Ha OCHOBE
OJIH- M OJTMTOAJIKUITHO(DEHOBY MOJTHOCTBIO COOTBETCTBYET KPUTEPUSAM, YCTAHOBIEHHBIM 111, 9-
14 Tlonoxenuss 0 NPUCYKIEHAM YUYEHBIX CTEIEHEH, YTBEPKIEHHOIO MOCTAHOBICHHEM
IIpaBurenscrBa Poccuiickoit ®eneparun Ne 842 or 24 cenrsops 2013 r. B jeiictByromeii
penakuuu, a e€ asrop, bop3ayn Haranes MropesHa, 3acimyxuBaeTt npucyKaeHUs yIEHOH CTEIEHH
KaHju/jara (QU3MKo-MaTeMaTHYeCKHX HayK MO CrenuansHocTd 1.4.7. BhicOKoMoseKyaspHbIe
COE/IMHEHUSI.

Benyumii Hay4HbIH COTPYAHUK
DeniepallbHOTO rOCYAAPCTBEHHOTO OFOKETHOTO YUPEKICHHUS HAYKH
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