OT3bIB
Ha apropedepar guccepraimu
Buxmopa Muxainosuua HA3APHIYEBA
«IlosiHOATOMHOE KOMIIBIOTEPHOE MOJCJTHPOBAHHE TEPMOIIJIACTHYHBIX
NOJUNUMHUA0B ¢ BAPDLHPYEMOI CTPYKTYPOIl ANAMUHHBIX ()PArMEHTOBY,
Mpe/CTaBJIEHHON Ha CONCKAHWE YUEHON CTENEHH
KaHu/aTa GU3MKO-MATEMAaTHYECKUX HAYK MO CIeLHalbHOCTH
02.00.06 — «BpicOKOMONIEKY I pPHBIC COC/IMHEHUS .

Huccepraunonnas padora B.M. Ha3zapbruesa nocssiieHa uccnea0BaHUIO B3aUMOCBS3M Me-
Ky XMMUUECKHM CTPOCHHUEM JIMAMHMHHBIX (PParMEHTOB TEPMOIIACTHUYHbLIX TOJMUMUAOB W
TEPMHUYECKUMH. AMHAMUUECKUMH U CTPYKTYPHBIMHU CBOHCTBAMM TUX [OJIMMEPOB C MOMO-
b0 KOMILKOTEPHOIO MOAENMPOBAHMS C HCMNOJb30BAHUEM JIE€TAIbHBIX ATOMUCTHUYECKUX
Mosjefneit. braroaaps CBOMM TEPMOMEXAHMYECKUMM CBOMUCTBAM. BBICOKOW TEPMOOKHCIIUTE b=
HOM W pagualMOHHON YCTOHUMBOCTU, XOPOLLIUM JUBIEKTPUUECKUM XapaKTepUCTHKAM Tep-
MOTIIACTUYHBIE TTOTMUMM/Ibl NPEACTABIAIOTCS BECbMA MEPCIEKTUBHBIMU NOJIMMEPHBIMU CH-
CTEMaMM M LIMPOKO HCITONB3YKOTCS B PA3IMYHbIX OTPAC/IAX MPOMbILIEHHOCTH, B [1€PBYIO
odepeb Al MOMYyYEHUSI MaTepHaloB, NPEJAHA3HAYEHHBIX A8 [UIMTENbHOW SKCIUTyaTaluy
Mpy BLICOKOH TemrepaType. [l XMMHYECKOrO CHHTE3a HOBBIX TEPMOIIACTHUYHLIX I10/M-
MMUIOB. 00/1aAar0IMX HEOOXOIUMBIMU (PU3MKO-XMMHYECKUMH CBOHCTBAMU. BAXKHO [TOHH-
MaThb CBsI3b 3THX CBOMCTB C UX XMMHUYECKOW CTPYKTYpOH. B BBH/Y 3TOro. AMcCepTalMoHHas
paboTta B.M. Ha3zapbiueBa. HECOMHEHHO. ABJIACTCS BECbMA aKTYaJIbHOM.

B pabote paccmaTpuBaroTcs TP TEPMOIUIACTHYHBIE MOMMUMU/A. MTOBTOPSIONINECS 3BEHbBSI
KOTOPbBIX Pa3/MUatOTCs TOJIBKO OJHOW XMMHYECKOH CBA3BIO MEK/ly LEHTpaNbHbIMI (peHMIC-
HOBBIMM KOJIbLLAMH IMAMHUHHOIO KOMIIOHEHTa. B oiHOM onuromepe 31o skectkas C-C cBsisb
MEXY KOJbLIaMH. BO-BTOPOM — rMOKas pa3BsA3ka 4epes aToM KUCA0POAa. B TPEThEM — KOJlb-
a CBsI3aHbl NOJSIPHOM CyNbPOHOBON rpynnoit SO,. o0nanarileil OTHOCUTENLHO OOJbLIUM
JAMNOJBHBIM MOMEHTOM. B Ka4eCcTBE OCHOBHOrO METOAA UCCNEN0BAHMS ObLIO BLIOPAHO YMC-
JIEHHOE MOJE/IMPOBAHUE METO/J0M MOJIEKYIPHOW AMHAMHKH, YTO MPEACTABISETCS BIIOJIHE
onpasAaHHbIM. MoneKyIspHOE MOAENHPOBAHKE B HACTOSILEE BPEMs Y)K€ MO3BOJISCT MOJy-
4aTh HE TOJIbKO KAYECTBEHHbIE 3aBUCMMOCTH, HO M KOJIMUECTBEHHbIE JAHHbBIE O CTPYKTYpE H
Gu3nYeCKUX CBOHCTBAX NONMMEPHBIX cHcTeM. OAHAKO pe3yibTaThl TAKMX HCCIEI0BAHMI
MOIYT CYLIECTBEHHO 3aBUCETb OT BbIOOPA CUIIOBOTO MOJISl. B HACTHOCTH, OT BEJMUMHbI KY/IO-
HOBCKMX 3apsij10B Ha aToMax. B ¢BsA3M ¢ 3TUM npoBeeHHas B AUccepTauuu Oobiuas padbora
[0 BLIOOPY 3THX 3aps10B W BepH(PUKALME PACCMATPUBAEMON MOTEKYASAPHON MOAEHN TTPe-
CTaBJISIET CAMOCTOSITENIbHBIM UHTEPEC.

OCHOBHOM pe3yJbTaT AMCCEPTALMM: AEMOHCTPALUA CYLIECTBEHHOIO BIMAHUSA JWUNOJIb-
JMIOJIbHBIX B3aUMOJEHCTBUH MEKAY MOIAPHBIMUA FPYIITAMU NOJIMUMHUAOB HAa UX TEpMHUHUE-
CKHE CBOMCTBA. MpeACTaBASETCs BECbMA BAXKHLIM M MOXKET ObITh MCIOJbL30BAH IS pa3pa-
OOTKM HOBbBIX MOJIMMEPHBIX MATEPUAIOB JUI Pa3IMIHbIX 001acTel MpoOMBILIIEHHOCTH. Ta-
KMM 00pa3oMm. B AMCCEPTALMK paCCMOTPEH BECbMA WMPOKUHA KPYT 3aAad. MpeACTaBIIsiOMX
KaK TEOPETHYECKUH. TaK U NIPAKTHYECKHI HHTEPEC.
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Cynst no aBropedepaty, onyONHKOBAHHBIM CTATbM W 0KJIaAaM Ha KOH(EPEHUHAX. 1HC-
cepraunoHHas padora Haszaperuesa B.M. «llosiHoaToMHOe KoOMTIbIOTEPHOE MOJETUPOBA-
HUe TePMOMIACTHYHBIX MOJUHUMHIOB ¢ BADLUPYEMOH CTPYKTYPOil AMAMUHHBIX (par-
MEHTOB» SIBJIICTCS AKTYaJIbHOM. a €€ Pe3y/IbTaThbl - HOBBIMM M J10CTOBEepHBIMU. Pabora, 6e3-
YCJIOBHO, YAOBJIETBOPsieT TPEOOBAHUAM. MPEAbIBISIEMbIM KaHAMIATCKUM AUCCepTaLMsaM (1.
9-14 «IlonoxkeHns 0 MOpsAKE NPUCYKACHUS YUEHBIX CTEIMEHEH», YTBEPIKJAEHHOro MocTa-
HOBJEHHEM NpaBuTenbcTBa Poceutickonn Meaepaunn Ne 842 ot 24 centsadps 2013 r.), a ee
aBTop. Hazapbrues Bukrop MuxaiaoBuY, 30ciyicusaem npucyicoenus yueno cmenenu
kanouoama uzuro-vamevamudeckux Hayx no cneudanbHoct 02.00.06 — «Boicokomore-
KYJISIPHBIE COEAMHEHUS».

Crapluuit Hay4HbII COTPYAHUK

deaepaTHBHOIO rocy1apcTBEHHOIO

OIOJKETHOrO YUPEIKACHUS HAYKH

Muctutyta xumuueckor ¢pusuku um. H.H. Cemenosa
Poccuiickoii akagemumn Hayk

KaHIM1aT PU3MKO-MAaTEMATHYECKUX HayK Ma3zo Muxaunn AOpamoBHy

18 herpans 2016 rona

Ajipec mecta paboTh:

119991 Mockaa. ya. Koceiruna 4
MX® PAH, ten. 8(495)939-75-15

1. aapec: mikhail. mazlﬁ)gmall com
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