OT3bHIB
Ha aBTOpedepaT TUccepTaliu

TOJIMAUEBA [Imutpus AjeKceeBrua

«KOMITbIOTEPHOE MOJZIEJINPOBAHUE CTPYKTYP MEX®A3HbBIX
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02.00.06 (BBICOKOMOJIEKYISPHBIE COSTUHEHN )

Paccmotpenue aBTopedepara Mo3BOJISET 3aKIIOYHMTh, YTO JIMUTPUIO AJleKceeBUYY
TommaueBy ¢ MOMOIIBIO KOMIIBIOTEPHOIO MOJACIUPOBAHMA YAQIOCH PELIATH PAll
npo0JieM, NPaKTUMYECKH HEJOCTYIHBIX MPSIMOMY SKCIIEPMMEHTAIBHOMY HCCIIEJOBAHUIO.
OT0 0COOEHHO BaXKHO, TaK KAK HANpPABJICHHOE MOJYYEHHE MOJMMEPHBIX KOMIIO3UTOB U
UCCIICIOBAHNE WX CTPYKTYpHI, MEKKOMIIOHEHTHBIX B3aMMOJACUCTBUI, B TOM YHCIE B
AVHAMUYECKOM PEXHMME, ABJISIETCS aKTyaJlbHbIM HarpasieHueM. OcOOEHHO HHTEPECHBIM
O0BEKTOM, KOTODBIM HCCIeNOBall JUCCEPTAHT, SBISETCS KOMIIO3MLMOHHBEIN MaTepual,
cpopMUpOBaHHEI GaKTepHATBHOM LE/UTI0NI030i U GochaTaMy Kaiblusa. DTOT MaTepHal
YpEe3BBIYaHO NPHUBJIEKATENEH IJIS 3aMECTUTENLHOIO BOCCTAHOBIIEHMS KOCTHOW TKAaHHU,
IIOTEHIIMAJT €ro BO3MOKHOI'O IPAKTUYECKOTO MPUMEHEHHS HEOOBIYaiHO BBICOK.

[TonumepHas uemmon03a ¢ KiactepaMi (Goc(aroB KalblUs UMEET CTPYKTYPY
HaHOQUOPUIUTBI C OPraHUYECcKOl 1 MUHEPAIBHBIMU (azamMu. [I0CKONBKY CyIIEeCTBYIOIIAS
OKCIICpUMEHTAIbHAsl TEXHMKA HE [O3BOJIIET TMPSAMO HCCIAEAOBAaTh OCOOEHHOCTHU
MOJOOHBIX CTPYKTYp, B OCOOEHHOCTH MeX(asHbIX 00NacTeif, B HAaHOMETPOBOM
macmrabe, aBTOp MNPUMEHHNI METOObl  KOMIIBIOTEPHOIO  MOJENMPOBAHMS IS
VICCIICIOBAHMS B3aMMOJCUCTBUA MEXAY GUOpWIIaMH LEJUTION03bl M KPHUCTALIMTaAMU
(ochaToB KanbLMA, MPOLECCOB MHUHEPAIU3AUMHM (QUOPHIT M BIMSHHS XUMHYECKHX
Moau(uKanmii Ha CTPYKTYpy GaKTepUanbHOM HeToa036l. ClieayeT cpa3y OTMETHTb, UTO
K JaHHOW KOMIIO3UIIMOHHOM CHUCTEME METOABl KOMIBIOTEPHOIO MOJETMPOBAHMUS
IIPUMEHEHBI aBTOPOM BIICPBEIE.

KommnstorepHoe Mmonenuposanue npousseneHo J.A. ToiamaueBBIM ¢ IIOCTPOEHHEM
[I0JJHOATOMHBIX MOJEJICH HCCIEMYEMBIX CTPYKTYp. [IpUMEHEH MeTom MOJIEKYIApHOI
JVHAMUKH, pasyMHO OOOCHOBaH BBIOOp HAGOpPOB MOTEHIMANOB. Jlas OmpeseIeHus
NapLUUaTbHBIX 3apsaloB B (HOCHOPUIUPOBAHHOM IIEJIFOJI03€ BEINOJHEHB KBAaHTOBO-
XUMHYECKUE pacu€rbl MerogoM Xaptpu-Poka. Bmecte ¢ npyrumu nmpuBeIEHHBIMM B
aBropedepare MOAPOOHOCTSAMM IPOM3BEIACHHS PACUYETOB 3TO CBUAETEIBCTBYET O
BBICOKOH KBAIM(UKAIIMK JUCCEPTAHTA B TEOPETHUECKOM aHAIM3€E TIOJUMEPHBIX CHCTEM.

B paGore nomyueHsl BaxxHble pe3ynbTarThl. Hambosee MHTEPECHBIM M Ba)KHBIM
IPEICTABIIACTCS MHE BBIBOJ O TOM, YTO HauOOJIee SHEPIeTHIECKH BBITOIHBIM IPOLIECCOM
ABJIACTCS aBTOHOMHOE (POPMHpOBaHHE KPHCTAUIUTOB (ocdara Kanbliys B pacTBOpe U
JUIIb 33aTE€M HX acCcoUMalys C IOJUMEpPHOHM (a3oii. DTO CBA3BIBAHME OCHOBAaHO HA
SJIEKTPOCTATHYECKUX B3aMMOJAEHCTBUAX U MIPUBOAUT K KOH(GOPMAIIMOHHEIM U3MEHEHUAM

1



B IIOBEPXHOCTHOM CIIO€ LE/LTFONI03HOM pubpuiibl. [Ipy 3TOM U3 paccMOTpeHHBIX hopMm
$hochaToB KanbLKA CHIBHEE BCErO CBA3BIBAIOTCH C IIOBEPXHOCTBIO  IIEJLIIOJI03BI
CTEpKHEOOpa3HbIe KPUCTALIATHI BUTIOKUTA, YTO J€NAET MX MPEANOYTUTENbHBIMU UL
CO3MIaHUs [EJUTIONO3HBIX KOMITO3MLMOHHBIX MaTepHaloB. BakHO Taioke, 4TO HOHBI
KaJIbLUs HE COPOUPYIOTCS LEJLTIONO030M U3 PacTBOpa. ITO YOEKAAET B 6ECCMBICIEHHOCTH
MPUMEHAEMOH WHOTJA HA TPAKTUKE MPEIBAPUTENHHON HHKYGALMH LEUTION03bI B
pacTBOpe C HOHAMH KaJIbLIHs.

B cBsi3u ¢ oTMM y MeHs BO3HMKaeT Bompoc. B paGoTe MccienoBana 3aBHCHMOCTE

CTCNIEHH KOH(QOPMALMOHHBIX H3MEHEHHMHl B IEMON03¢ OT CTENEHH 3aMELICHHUs
THAPOKCUIIBHBIX Ipynn (ocpaTHBIMH Tpynmamu. MHe KaXeTrcs, JOTMYHO OBLIO Obl
TPOCJICIUTE NPOLECC B3aMMOJEHCTBHUS MOHOB KalbLMS U3 PacTBOpa ¢ (ochaTHHIMHU
TpynnaMu Ha ne/mosnose. Toraa, Bo3MOXHO, NpoLecc 00pa3oBaHHA HEOPraHMIECKHX
KPUCTA/UIUTOB BBILNIANEN Obl MHaye. Takux NaHHBIX B aBTopedepare s HE YBHIEI.
HAenanuce nu Takue pacuérei? [LaHupyeTcs nu MOJEIUPOBAHIE TAKOTO Cllydas?

B nenom aBTopedepar orpaxaer 6oMbIION 0GBEM BBIMOTHEHHOl JUCCEPTAHTOM
paboTBl ¥ BBICOKYIO KBAIM(DUKALMIO aBTOpa. BEIHeceHHBIE Ha 3alIMTy I10JIOKEHUS
AOKa3aHel, BBIBOIBI aJCKBATHO OTPaXalOT MPUBEIEHHBIE B aBTOpedepare pesylbTaThl
MOZLCJMPOBAHUA DasINYHBIX CTPYKTYD W B3aUMOAEHCTBUH. PesynbraThl paGoThI
YOeuTe b b, NOTHOCTEIO PE/CTABIEHBI B YETHIPEX MyOJIMKALSIX U MHOTHX JOKIafax
Ha POCCUHCKUX M MEXIYHAPOAHBIX KOH(EPEHIIUAX.

Bcé ckasaHHOe MO3BONIAET 3aKIIOUMTE, YTO JMUCCEPTALIHS Jmutpus AnekceeBuua
Tonmauesa «KommbroTepHoe MojenupoBaHue CTPYKTYp MexX(a3HbIX o00jacTeli B
KOMIIOSHIMMOHHEIX MaTepuallaX Ha OCHOBE OaKTepUabHOHN LEILTION035D) yI0BIETBOPSET
TpeOOBaHMAM, TPEABABIAEMBIM K KAaHAWJATCKUM avcceprauyaM  (myHKT 9-14
«llomoxeHHs O TMOpPAAKE NPUCYKAEHHS YYEHBIX CTeNeHeil, YTBEP>KJICHHOTO
[IOCTAHOB/ICHHEM MpaBUTENBLCTBa Poccuiickolt eneparmu Ne 842 ot 24 centabps 2013
r.), a e€ aBTop, Tonmaues JIMuTpuii Anexceesuy, 3aCITy)KUBAET NPUCYKICHHUS YUEHOM
CTCNICHU KAHAHIATa (GHU3HKO-MATeMAaTHYeCKHX HAyK o creruaibaoctd 02.00.06 —
BbICOKOMOJIEKY /ISIPHBIE COEIHHEHHS.
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