AHHOTAUMS HAYYHBIX TPYAOB, BBI/IBUTaeMbIX HA COUCKAHHE PEMHH, IPUCYKIAeMOM
Cankrt-IleTepOyprckuM rocy1apcTBeHHbIM YHUBEPCHTETOM 32 Hay4uHble TPyAbI B 2019

roay

IoHoe Ha3BaHMe PadOThI:

KomnbrorepHoe MoieMpoBaHue U TEOPETUUECKUE UCCIIEIOBAHNS B OPraHUYECKOM,
HEOPraHUYECKOW U METAJUIOOPraHUYECKOM XUMUN: HEKOBAJICHTHBIE B3aUMOJEHCTBUS,

pPEaKnOHHAasA CITOCOOHOCTD 1 KaTaJIu3

(I)aMI/I.]'[I/Iﬂ, HMs, 0T4ECTBO, y‘léHaﬂ CTCNEeHb U TO0JKHOCTH aBTOpa:

HoBukoB Aunekcannp CepreeBuy, KaHIuAaT XUMHUYECKUX HAyK, CTapLIMil HaydHBIN

corpyaauk Mucruryra xumuu CII6I'Y

KommnbiorepHoe MoaenupoBaHUE MOXKET MOMOYb XMMHKaM-3KCIIEpUMEHTATOpaMm IMpHu
U3YYCHUU CTPYKTYpPbhI, CBOWCTB M PEAKIMOHHOW CIOCOOHOCTH MIMPOKOTO  CIIEKTpa
OpraHMYECKUX, HEOPraHMUECKUX U METAFIOOpraHN4ecKuX coeAnHeHuil. Ha cerogHsmnuii 1eHp
B KBAaHTOBOW XHMHU KOMITBIOTEPHOE MOJICIMPOBAHHE MPAKTUYECKH IOJHOCTHIO 3aMEHHUJIO
TPaAUIMOHHBIE  AHATUTUYECKUE  MaTeMaTHueckue MeToabl pacuera. KommbroTepHoe
MOJICTTUPOBAHUE IIO3BOJSIET B HEKOTOPBIX CIIydasx Ipe[cKa3aTh paHee HeHabIogaeMbie
XUMHUYECKHE SIBJIICHUSA, OHO (DaKTHUECKHU TMpeAcTaBisieT co0oil HOBBIM crmoco0 MpoBeneHus

HAay4YHBIX I/ICCJ'ICI[OBaHI/Iﬁ B XUMHHU — KOMHBIOTCpHBIﬁ OKCIICPUMCHT.

Hayunbie Tpyasl B 00JIACTH KOMITBIOTEPHOTO MOJCIHPOBAHMS, BBIJIBUTAacMbIC Ha
COMCKaHUE JIaHHOW MPEMHUH, TOCBSAIICHBI MPUMEHEHHUIO COBPEMCHHBIX METOJOB KBAHTOBOW W
BeIYUCITUTENbHOW Xumun (@b initio u Teopun QyHKIMOHANA MJIOTHOCTH), a TaKKE€ HEKOTOPBIX
CTEIUATBHBIX METOAUK (HApHUMEp, TOMOJOIMYECKOTO aHAIM3a PACHpEICICHUs dJICKTPOHHON
IUIOTHOCTH, aHaJM3a HATypaJbHBIX CBS3EBBIX OpOWTAJCH, aHAIW3a 3apsIOBOTO Pa3IOKCHHS,
KOPPEKIHUU CYNEPIIO3UIIMOHHON OMMOKK 0a3MCHOTO HAabopa, METOAa N30IECMUYCCKUX PEaKIIHid,
TEOPUHU KECTKUX M MATKHX KHUCJIOT M OCHOBAaHWIiA, aHAIN3a MOBepXHOCTe Xupiidenbaa) s
MPOBEICHUS MCCIICIOBAHUI 110 CIICAYIONMM HAIIPABICHUSIM: CBOMCTBA METANIOOPTaHHUECKUX U

KOOpAWHAIIMOHHBIX COGI[I/IHGHHfl, HX pCaKIIMOHHAA CHOCO6HOCTB, Karajius.



OcCHOBHOE BHUMAaHHE B ITUKJIE padOT yIEICHO:

e lccnenoBaHuio mNpUPOABI M DHEPIETUYECKUX XAPAKTEPUCTUK Pa3IMYHBIX THIIOB
HEKOBAJICHTHBIX B3aMMOJICHCTBHI (BOJOPOIHBIX, TAJTOI€HHBIX U XaJbKOT€HHBIX CBS3EH,
CTEKMHTa, METAJUIO(QHIBHBIX B3aUMOACHCTBHUHI U JIp.) — HapaJurMbl CYIPaMOJICKYISIPHOM

XUMHHU U KPpUCTATJIIOXUMHUYECKOI'O HHBaﬁHa.

e l3yueHuto peaxkiuii HyKJICO(PUIBHOTO M UUKIONPUCOCTUHEHUS (MX MEXaHHU3MOB,
JOBWDKYIIUX CHJI, KHHETHKH W TEPMOJWHAMHKH), a Takke APYruM (yHIaMEHTaIbHBIM
BOIIPOCAM TEOpETUYECKOW XHUMHH (KOH(DOpPMAIMOHHBIM TIepexojaM H OapbepaM
BpalieHus (PYHKIMOHAIBHBIX TPYIIH, NPHPOJE XUMHYECKUX CBS3€H, OpOUTAIbHBIM H

3apsA10BBIM (pakTopam, (OoTOPU3NIECKUM CBONCTBAM PA3JIMYHBIX COCIMHEHUH).

e PaccMOTpeHHIO NEepCHEeKTUBHBIX [UIsi HEePTerazoBoil MPOMBILUIEHHOCTH IIPOIECCOB

OKHCJICHUS YIITICBOAOPOAOB U UX KOHBCPCHUU B CITUPTLL U SITIOKCUBI.

Pe3ynbrarhl, moydeHHbIE B XOJ€ MCCIEJOBAaHUM B paMKaX JaHHOTO LIMKJIA pabOT, Ba’KHBI
st OmoxuMuu  (MOHMMaHWe  TOpupoAbl  (QonguHra  OENKOB), MEIUIMHBI  (CHHTE3
aHTHOAKTepUaIbHbIX, MPOTHBOBUPYCHBIX M IPOTHUBOOIYXOJEBBIX IpenapaToB, METOK s
HEUTPOH-3aXBATHOW TEpaNK OHKOJIOTMUYECKUX 3a00JIeBaHUH ), XUMUYECKOH MPOMBIIUIEHHOCTH
TEXHOJIOTUM (KaTalu3 TMPOLECCOB KPOCC-COUYETAHMs, MYJIbTUKOMIIOHEHTHBIX peaKIuil Hu
KOHBEPCHM  YIJIEBOJOPOJOB), MaTepHUajJoBeleHUs (CO3JaHHe HAyKOEMKHX MaTepuasoB,
o0nagaronmx LEHHBIMHI OKHCITUTEIbHO-BOCCTAHOBUTEIBHBIMH, 3JIEKTPOHHBIMU,
MEXaHUYECKUMH, MArHUTHBIMH ¥ ONTHUYECKUMHU CBOWCTBAMH, NEPCIEKTUBHBIMHU IS
U3TOTOBJICHHUS CBETOIUOIOB, (DOTORIEMEHTOB COTHEYHBIX JIEKTPOCTAHIIUN, TOPUCTBIX CTPYKTYP

C Pa3BHUTO MOBEPXHOCTHIO, CEHCOPOB, aKKyMYJISITOPHBIX 3JIEMEHTOB, )KUJAKUX KPUCTAILIIOB).

I/ICCJ'ICI[OBaHI/IH HOCAT MC)KI[I/ICHI/IHJ'II/IHapHHﬁ XapakKT€p MW BBINIOJIHCHBI HaAa CTBIKC

TEOPETUYECKON M IKCIIEPUMEHTAIBHON XUMHUH, KpHUCTAIIOrpaduu 1 MaTepHalOBEICHHS.



