OT3bIB
Ha aBTopedepar guccepraunn KBAIIIHNMHA A.I'. «k KOMIBIOTEpHBIH AU3aiiH HOBBIX
(DYHKIMOHAIBHBIX H KOHCTPYKIIHOHHBIX MaT€PHAJIOB C 3aJaHHBIMH (PU3HKO-XUMHUECKUMU
CBOMCTBAaMH JUISI LI€JICHAIIPABIEHHOIO0 CHHTE3a», IPEACTABICHHON Ha COMCKAHUE YYEHOM
CTETIICHH JIOKTOPa (PU3MKO-MAaTEMAaTHYECKUX HayK 1o crnenraibHocTH 01.04.07 — «dusuka

KOHACHCHPOBAHHOI'O COCTOSHHU I

B Hacrosiiee BpeMs aKTHBHO Da3BHBAETCS HOBOE HANPAaBICHHE MATEPUATIOBEICHHS —
[MpECKa3aHue W HCCJIC/IOBAHHE HOBBIX COCAWHEHWH MW MarepuajioB, CTaOWIBHBIX IIPH
Pa3IMYHbIX YCJIOBHSX OKPYJKAIOIIECH Cpeabl C IMOMOLIBIO Pa3IUYHBIX YHCIIEHHBIX METOHIO0B
KOMIIBFOTEPHOI'O MOJCTUPOBaHUsA. BO MHOIHX 007acTsIX MPOMBIIJIEHHOCTH pa3padOoTKa HOBBIX
MAaTE€pUaIoB TPH MCHOJIB30BAHHH METOIOB M I10JX0JIOB KOMIIBIOTEPHOTO MOIEIMPOBAHUS
CTAHOBHMTCS BOCTPEOOBAHHBLIM, T.K. TO3BOJISIET MPOBOJUTL IIEJIEHATIPABIICHHBIN ITOUCK OoJee
YHUKQJIBHBIX C HEOOXOJMMBIMHM CBOMCTBAMH MarepuayioB. Jluccepranmonnas paboOTHI
KpamuHa A.l'. mocBslleHa KOMIIBIOTEPHOMY TPEJICKA3aHUI0 HOBBIX CBEPXTBEP/BIX U
CBCPXIPOBOJSIIMX COCAMHEHHUH, 00JIafarolUX MOTEHIIMAJIOM TPAKTHYECKOTIO0 UCIIOIB30BAHMS.
B ¢Bs3u ¢ oTuM auccepranionHas padora Asnekcanapa ['eHHapeBrua KBamnuna HECOMHEHHO
SIBJIICTCST aKTyaIbHOM M IIPEACTABIIAET O0IBIION HHTEPEC IS TPAKTHKH.

JlocTHikenueM aBTopa ClEAyeT CUMTaTh JICTAJbHO IIPOBEJIECHHOE CHCTEMaTHYEeCKOe
HCCJICJIOBAHME BO3ZMOKHOCTH 00pa3oBaHMs CBEPXTBEP/IbIX OOPUI0B BOJIb(pama ¢ IpUMEHEHUEM
OBOMIOUHOHHOTrO ayiroputma USPEX, nmpeanazHadyeHHOro JUis npeacka3anus KpUCTaUIMYECKUX
CTPYKTYP, YU KBAHTOBO-XHMHYCCKMX MECTOJOB pacuera. llonmydyeHHbIE TEOpeTHYECKHE TaHHBIE
JIETJIK B OCHOBY JKCIICPUMCHTAILHBIX HCC/IEJOBAHUM 110 CO3J@HUIO METO/Ia IOJYUYEHUS HOBBIX
MATCPUAJIOB Ha OCHOBE IIPE/ICKAa3aHHBIX BBICIIMX O0pH10B Bosib(ppama. Ha crocod mosnydeHus
CBEPXTBEP/JIOI0 Marepualla Ha OCHOBE BBICIIErO OOpHuja BoJb(pamMa I HCIIOJB30BAHUS B

JOOBIBAIOIICH MPOMBILLICHHOCTH OBLI IOJIyYeH [aTeHT, 4TO OE3YCIIOBHO I10JATBEP/KIACT
MPAKTHYCCKYIO 3HAYUMOCTE ITPOBEJACHHOIO UCCIIC/IOBAHMUSI.

MekmounTe/IbHbIA MHTEPEC [PEACTABIISICT IMOCICAHSs IJIaBa JUCCEPTALMM, T1OCBSIICHHAS
00OOLIECHUIO JAHHBIX O CBEPXIPOBOMALIMX XaPAKTEPUCTHKAX pPa3IuYHBIX T'HAPHUIHBIX CHCTEM,
CTaOMJIMBUPOBAHHBIX BBICOKHMH JIaBJICHUSMHU. VCIOJIB30BaAHHE METOJMOB CTATHCTHUYECKOIO
aHAJIM34a, TICPBONIPUHIMUITHBIX PACYETOB U UCKYCCTBEHHOIO MHTEJIEKTA IIO3BOJIMIIA ONPEACIUTD
[IpaBuJIa PAacCIpeCICHHSA CBECPXIIPOBOJSAINMX XapaKTEPUCTHK THUAPUIOB 110 IMEPHOIUYECKOM
CHCTEME XUMHYCCKHUX ajeMeHTOB uM. J[.M. Menzgeneesa. PesyabpTaTbl TeopeTHYECKUX
HCCIIEIOBAHUM, O€3yCJIIOBHO, 00JIagaloT HOBHM3HOM W MPaAKTHYECCKOM  3HAYHMOCTBIO,
T.K.IIOTY4YCHHBIC JIAHHBIC ONPEACITUIA HalpaBJICHUE JUISI CO3TaHUS KOHKPETHBLIX T'UJIPUIHBIX
COCAMHCHHUH U DKCICPUMEHTAJIBHOIO ONpe/ieeHust UX (PU3NYECKUX CBOMCTB.

Kpome 9TOro, TakkKe MOXKHO OTMETHTb pe3yJIbTaThl, Kacaroluecs OOHApyKEHHs
B3aMMOCBS3M  MEXJy XHUMHUYCCKHM COCTABOM M CBEPXIIPOBOIAIIMMH XapaKTepUCTUKAMHU
OMHAPHBIX I'MJPHOB META/UIOB. BBIIO ITOKa3aHO, YTO C yBEJIMUYCHHUEM YHCIA d-, f~3]IEKTPOHOR
CBEPXITPOBOJISIIIME CBOMCTBA T'MJAPH/IOB METAJUIOB CTAHOBATCS MEHEE BbIPAXKEHHBIMH. ABTOD
OOBAICHSIET 3TOT IPPEKT 0CiablicHHEM XHMHUECKOTO CBSI3bIBAHMSI MEYK/ly aTOMaMH BO0OPO/a
[IpU JIOIMPOBAHHUHU DJICKTPOHOB B I[IOJIPELIETKY aTOMOB BOJIOPOAa OT aTOMOB METaJIJIA.

3ameyaHusi, KOTOpbIe BOSHUKIIM B XOJIC POYTEHHS aBTopedepara;

I. HesicHOo, 4T0 MMeET B BHJY aBTOp, KOrjJa MHHIIET 00 ydeTe HSHEPrud HYJIEBBIX
KOJI€OaHUH B BOMpOCAX ONpeJieicHust CTaOWIBHOCTH CHCTEM: «YUY&T OSHEPruH HYJIEBBIX
KOJIeOaHUH IIPUBOJXT K CTA0MIM3ALMK HOBOT'O COCIMHEHUS — IIEHTAa00pK 1a BOJIB(YPAMA. . .»; WK
«Bkyay  sHepruM HynaeBbIX KOJieOaHHMH  YUMTLIBAJICA TOJIBKO JUIS TEPMOJHHAMUYECKH
CTaOMJIbHBIX...» U T.J. Beab npu pacyere TepMOIMHAMHYECKUX CBOICTB JII00OBIX CUCTEM BCera
Hy’KHO YUYMTBIBATH OHEPrUIO0 HYJIEBBIX KOJICOAHUM, T.K. HyJIEeBble KOJE€OaHHs peabHO
CYIIECTBYIOT. B CBsI3M ¢ 3THUM BO3HHMK BOIIPOC: €CJIM aTOMBI BOJIOpPOJA 3aMEHHTHL HA ATOMBI
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JACUTEPHS, TO YTO MOKHO OKHIATh B TEPMOAUHAMHUYECKHUX M CBEPXIIPOBOIALIAX CBOMCTBAX
MHOTHX PacCMaTPUBAEMBbIX CUCTEM?

2. Couckarelro CTOMJIO KpaTKO yKa3aTh B aBTOpedepaTe UCI0JIb3yeMble METOAbI pacueTa
3JEKTPOHHOM CTPYKTYpbl I TIOHUMAHUS YPOBHS TOYHOCTH MOJYYCHHBIX TEOPETHYECKHUX
pe3yJIbTaTOB.

Jlns o0o3HadyeHuss aTOMOB MeETalla aBTOP HCIOJIB3yeT cumBoia “Me”. CoriacHo
MpaBujaM, yCTaHOBJCHHBIM XxuMu4Yeckod HoMmeHkiaatypoun MHWIOIIAK (IUPAC), takum
CUMBOJIOM 0003HA4aeTcs: MeTUJIbHAg rpymnmna. Jlydme Obl1o Obl HCIOJB30BaTh CUMBOJI M7,
Coxkpamenust BTCII, HTCIL TICXD, D®B, SCDFT nansl 0e3 pacmindpoBku. B cratbsax Ne 5
11, 14 u3 cnmcka OCHOBHBIX IYOJIMKALUMKA IO TEME JUCCEPTALMHU OTCYTCTBYIOT Ha3BaHMSI
)KYPHAaJIOB.

4. Texkcr aBropedepara coacpxkuT  opporpa@HUUYCCKUEe HW  IIYHKTYALlHOHHBIC

OIIHOKM/OIEUATKH (HampuMmep, ...[apojaopa3pyularollldM HUHCTPYMEHTOM... , °...MOXHO
3aMEHHUTb, YTO... ), HeyJauHble BBIpAXKEHMS: «B pasjeine 5.3 Obul  IPOBE/EH
[[eJICHAIpaBJICHHBIA CHHTE3 ICKaruapuaa TOpHs... HJIM B paszaese 6.3.2 aucceprandyd OBLIO
[MPOBEACHO M3YUYCHHUE CBEPXIPOBOISIIMX...». HaBepHoe, nyumie ObLIO HAaMCaTh : ...B 3THX

pazjeliax ObUIH IIPEeACTABIICHBI PE3YIIbTATHI. . ..

3aMeyaHus HOCAT VTOYHSIOIIMH XapaKTep, HE MNOABEPrardT COMHEHHIO Pe3YJIbTaThl
HCCJIeIOBAaHMH M HEe 3aHKAIOT KBaJIH()UKALIMOHHBIM U TBOPUYECKUM YPOBEHb COUCKATEI.

OCHOBBIBasICb Ha Marepualie, M3JIO)KCHHOM B aBTopedepare, H Ha IYOJHKALHUIX aBTOpa,
BXOJSIUX B 4HCI0 pekomenjoBaHHbIX BAK u unzmexkcupyembix Oazamu Webofscience u
Scopus,cudTaro, 4Yro  JucceprandonHas pabota  «KOMMBIOTEpHBIM  AW3alH  HOBBIX
(YHKIUOHAIBHBIX M KOHCTPYKUMOHHBIX MATEPUAIOB C 3aJlaHHBIMHU (PU3UKO-XUMHUYECKHUMHU
CBOMCTBAMHU JUIS II€JIEHAIIpPaBJIEHHOr0 CHHTe3a» Alekcanapa |enHaabeBuua KpamnwuHa
BBIIIOJIHEHA HAa BBICOKOM Hay4yHOM ypoBHe. [luccepranumonnoe uccienosanue A. 1. Kpamnuna
[NOJIHOCTBIO COOTBETCTBYET TpeboBaHusM llomoxeHHsT O IMOpsSaKe IIPUCYIKIACHHUS VYYEHBIX
cTerneHer B HanmonaibHOM Hcclie10BaTe/IbCKOM TexHoJorndyeckom yHuepcurere "MUCuC", a
ee aBTOp, AJsiekcaHap | enHanbeBHY KBaIllHUH 3aciy’KUBAeT IPUCBOCHUS YUEHOH CTEICHU
JOKTOpa  (pu3MKo-MaremMaTHyeckux Hayk 1o crneurasnsHocty  01.04.07 -  ¢usuka
KOHJICHCHPOBAHHOI'O COCTOSIHUS ((PU3UKO-MATEMAaTHUYECKUE HAYKH ).

derepaibHOE TOCYAAPCTBEHHOE OIOIKETHOE YUPEIK/IEHUE HAYKH
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