OT3bIB
Ha aBTOpedepat nucceprannu TomunuHa @ennkca HukomaeBuua
«B3auMOCBA3b CTPYKTYpPHI U (PU3UUECKUX CBOHUCTB (QYHKIIMOHAIBHBIX CHCTEM OHO- U
HaHOCEHCOPHUKMNY, ITPEICTABIIEHHOW Ha COMCKaHUe YUEHOU CTENEHH TOKTOpa (GU3HKO-
MaTeMaTUYeCKHX HayK I0 crieruanbHocty 1.3.8. pusuka KOHIeHCUPOBaHHOTO
COCTOSIHUS

Huccepranuonnas pabora @®.H. TomunmHa TOCBSAIIEHa  HU3YYEHHIO
ocobeHHOCTel (DYHKIMOHAJIBHBIX CHCTEeM B 00JacTH OHO- W HAHOCEHCOPHKH. B
paboTe MpencTaBIeHb! pe3yJIbTaThl UCCIENOBAHUN (GU3UUECKUX CBOMCTB C IIOMOIIBIO,
B OCHOBHOM, (yHKIMOHaja IUIOTHOCTH. bousblmas dYacTe paboTBl IpOBeIEHA
COBMECTHO C DKCIIEPUMEHTAaTOPaMU IIPH 3TOM Pe3yJIbTaThl TEOPETHUECKUX PACUYETOB
HaXOAATC B COMNIACHMH C HMEIOLIUMHUCS JKCIEPUMEHTAIBHBIMH JaHHBIMH, YTO
IIOJITBEP)KAAET aJE€KBAaTHOCTh IIOJ[yYE€HHBIX pPe3yJbTaTOB. AKTyalbHOCTb TEMBI
UCCIIEZIOBAHUN HE BBI3LIBAET COMHEHUH, IIOCKONbKY 3HaHHWe (YyHIaMeHTaJIbHBIX
MEXaHHU3MOB II03BOJIET YCKOPATH CO3JaHME HOBBIX MaTepualioB. B muccepranuu
M3y4YeHbI pasiiyHble ()YHKIIMOHAIBHbIE MaTepUAIIbl: BOAOPACTBOPUMEIE QYILIEPEHEI;
OpraHHYeCKHe KpacHuTenH; (PEpOMOHBI; (DOTONMPOTEHHBI, anTaMephl W MarHUTHBIE
KOHBIOTAThl ISl MEIUIMHCKUX TpUIOKeHUH. B KauecTBe MarepuanoB s
MarHUTHBIX TPUIIOKEHHUH IpeIararoTes (GyIIepeHoNbl ¢ aTOMOM Tal0IUHKS BHYTPH
mist MPT u KOHBIOraThl MAarHUTHBIX HAHOYACTHII C apaOMHOranakTaHoOM W
anramMepaMu Jjisi MarHuTHOW Tepanuu. IIpu 3ToM QyHKIMOHANBHBIE MaTepHAaNbl U3
pasHbIX YacTeil paboThl MOKHO HCIIOJIb30BaTh KaK COBMECTHO, TaK U KOMOMHUPOBATD
B PA3JIMYHBIX COUETAHHUSAX.

B muccepraumu  paccMaTpMBAaIOTCS MaTepHANBl  [UISL  ONTOJIEKTPOHHUKH.
Pasbuparorcst (oropusndeckue CBoicTBa (EPOMOHOB M CBS3b 3THX CBOMCTB C
NOBEJICHUEM HAaCeKOMBIX. PaccMaTpuBaroTCs MeTaIO(yIIEPEHONBl  KOTOPhIE
NepCHEKTUBHBl B  OHOMENWMIMHE M MAarHUTHBIX [PUWIOKEHUSX. VI3ydeHsI
(GOTONPOTENHBI KOTOPHIE MPUMEHSIOTCS, B YACTHOCTH, IJI BU3yalH3alldd MHOTHX
IIPOLIECCOB B KMBBIX cucTeMax. McenemayroTes anramepbl KOTOPBIE MOKHO
NPUMEHATh M Kak JICKapCTBEHHBIE CPENCTBA M B KauecTBE CEHCOPOB, M JUIA
MarHUTHOH Tepalnuu paka COBMECTHO ¢ MAarHUTHBIMU HaHOYacTHIaMmu. JldccepTaHT
HCIIOJb30BaJl U3BECTHBIE METO/IBI M IIPOTPAMMEBI PaCcYETOB.

Takxe MOXXHO OTMETHTB, YTO aBTOP IPUMEHMI B paboTe pasHble MOAXOb! IIPHU
U3y4eHUM NaHHBIX cucTeM. [l pacuéra kpacuTenei, MOJEKY] W CHHTETHYECKUX
TOJIMMEPOB  HCIOJNB30BAICA  KIAacTepHbI moaxox (mporpamma GAMESS).
IIpuponusie 6uononumepsl (apaGHHOTaNaKTaH, alTaMephl) U3YyYalHCh C TOMOLIBIO
ME€TOJla KBaHTOBOXUMHYECKUX ¢parmenToB (FMO - mporpamma GAMESS).
Kpucranindeckue CTPyKTyphl pacCUMTBHIBAINCH B IEPUOAMYECKHX TI'PAHHYHBIX
ycnoBusix (mporpamma Crystal). B 1memoM BHAHO, YTO B 3aBUCHMOCTH OT
TMIOCTaBJICHHOH 3a/la4i, aBTOP MCIOJIB30BAN IIMPOKUH HHCTPYMEHTAPHIA.
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PesynbraTel paboThl M3NOKEHBI B aBTOpedepare sSCHO M IOCIEI0BATEIbHO U
XapakTepusylorcss OompimmM  o0béMoM. [lo TemMe guccepTanuu  aBTOPOM
ormyOnuKoBaHO 28 cTaTeil B peleH3UpyeMbIX HAayYHBIX XXypHajlaX, B TOM YHCIIE B
)KypHajlaX MEepBOTr0 W BTOPOTo KBapTHIIeH, a Takke MoHorpaduu. PaGora mporinia
anpo0alMi0 Ha W3BECTHBIX BCEPOCCHHMCKHX M MEXIYHAPOIHBIX KOH(pEPEHIHSIX
BBICOKOTO YPOBHS.

B kadecTBe 3aMedaHus MOXKHO OTMETUTH clleayromiee:

1. 3 Tekcra aBTOpedepara He SICHO KaKHMM METOJIOM CUUTAJICS Oaphep peakiyuu st
(hepoMOHOB ¢ BoJI0# (cTp. 23-24);

2. Jlns pacyéra cBOMCTB (OTOMPOTENHOB aBTOP B Hadase MCIIOJb30Bal KJIaCTEPHBIN
noaxon, a 3ateM Meron FMO. CymiecTByeT u pa3HUIla B pe3yabTaTaX pacyéToB
boTopU3NIECKIX XapaKTEPUCTHK?

BrickasaHHbBIe 3aMe4YaHMs HE CHIDKAIOT OOINel BBICOKOW OIEHKH paboThl,
NpeACTaBIAoLe co00ol BaXKHOE TEOPETHYECKOe HCCIeNOBaHHE (YHKIMOHAIBLHBIX
MarepuaiioB.  ABTOpedepar  OaéT  IpENCTaBICHHE O  BBICOKOM  ypPOBHE
JUCCEPTallMOHHON paboThl, OoONamaroIleldl Hay4YHOH HOBH3HOM, BBIIOJIHEHHON Ha
aKTyaJbHYyIO TeMy. Pabora oTBewaeT BceM TpeboBaHMAM, HpenbssiaseMbiM BAK k
TOKTOPCKMM JUCCepTalusM (B COOTBETCTBHU C Iml. 9-14 «[lomoxxenust o mopsike
NPUCYKICHUS YYEHBIX CTENEHEN)», yTBEP K IEHHOTO [T0cTaHOBIeHHeM [IpaBuTeNnbCTBA
PD Ne 842 or 24 cenrsbps 2013 r.). Cuutato, uro eé aBrop Tomunun Penukc
HukomnaeBu4, 3aciy’XMBaeT IIPUCBOCHHS Y4YEHOW CTENeHW JOKTopa (HU3MKO-
MaTeMaTHYeCKUX HayK II0 crneunuanbHocTH 1.3.8. ¢u3uka KOHIEHCHPOBAHHOIO
COCTOSIHUSL.

JloxTop QusMKo-MaTeMaTHYeCKMX HayK, [OLEHT, 3aBedyroluid Kadeapoit
ONTHKKM U  chmekTpockormud  Dusuyeckoro  daxynpreta  DemepanbHOro
TOCYAapCTBEHHOIO  aBTOHOMHOIO  00pa30BaTENbHOTO  YUPEXKAEHHWS  BBICIIErO
oOpazoBanus «HalmoHaNBEHBIM HcclIenoBaTeNbCKHH TOMCKHIA roCyapCTBEHHBIN
YHUBEPCUTET»

23.04.2024 r. Yepenanos Bukrop HukonaeBuu
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