OT3bIB Ha aBTopedepaT nuccepTalu
Ha COMCKAaHMWE YUYECHOW CTeNICHU KaHANAAaTa XUMUYECKUX HAYK
IllexoBuoBa HUKMTBHI AJleKCAHAPOBHYA
Ha TeMy: «DOTONEpEeHOC NPOTOHA ¥ MEXAHU3MBbI JIFOMUHECLIEHIIMN B KOMILJICKCAX
nuuka(ll) ¢ nurangaMu Ha OCHOBE MUPUMHIMHA U UMU1a30J1a; TEOPETHIECKOE HC-
cJIEIOBaHUE» I10 crienruaiabHOCTH 1.4.4. duznyeckas XUMHUA

Huccepranmonnas pabdora IllexoenoBa H.A. mocesiuieHa M3y4eHHIO MeXa-
HU3MOB JIIOMHHECIICHITHH B COSTUHEHHUSX, ABISIOIIUXCS MPEACTABUTEIAMH HOBOIO
kiacca (uryopodopoB Ha OCHOBE (POTOAKTUBHBIX MPOU3BOAHBIX UMHIA30Ja U M-
pUMHINHA, KOTOpBIe 00pa3yloT KoMIuiekchl ¢ atomMoM muHKa (II). Opranuueckue
¢biryopodopsl HIMPOKO HCIOJIBL3YIOTCS B CaMbIX Pa3IM4YHbIX 00JacTAX HAyKH H
TexHUKU. IIpu 3ToM morpebHOCTH B HOBBIX (iiyopodopax MOCTOSHHO pacTer B
KOHTEKCTE TaKMX 3a7a4 Kak pa3paboTKa CBETOU3IYUAIOIUX YCTPOUCTB, CEHCOPOB,
OuoMapKkepoB, areHTOB (POTOAMHAMUYCCKOH TEPAITHH.

OCoOEHHOCTBIO pacCMaTPUBAEMBIX B JuccepTanu ¢GpiyopodopoB sBISETCS
HaJIM4KME B HUX BHYTPUMOJIEKYJISIPHOW BOJOPOJHOM CBSA3M, YTO ONpPENEIAET BO3-
MOKHOCTB (poTOXMMHUECKOil peakuuu neperoca nmpotona (ESIPT). 3to npusoaut
K BaKHBIM OCOOCHHOCTAM WX (IIyopeclEHILHH, B YACTHOCTH — AaHOMAJIbHO OO0b-
IIMM CTOKCOBBIM caBuram. @iyopodopsi ¢ OONBIIUMH CTOKCOBBIMU C/IBUTAMU SIB-
JIIFOTCA BaXXHBIMM B IUIAHE AaHAIUTUYECKUX NPUIIOKEHHUM, TaK KaK OTCYTCTBHE IIe-
PEKPBIBAHMA MEXIY I10J0CAMU MOTJIOUICHUS U UCITyCKaHHUS JEIaeT BO3MOKHBIM
HU3MEPEHHS, TOUHOCTh KOTOPHIX HE YXYIIIAeTCs TPH MOBBITIIECHHH KOHIIEHTPAIUH.

Bce 310 nemaeT 04eBUIHBIM BBHICOKYIO aKTyallbHOCTh, HOBH3HY U IIpaKkTU4e-
CKYIO 3HAYUMOCTb JUCCEPTALIMOHHOTO UCCIIETOBAHMS.

B pabote HcIob30BaIOCh KBAHTOBOXMMHUYECKOE MOJICIIMPOBAHUE C TTPUME-
HeHueM MeTo0oB (yHknmoHana mwiotHoctd DFT u TDDFT, agekBaTHOCTH KOTO-
PBIX MOATBEPKAECHA COIOCTABICHUEM MOJTYUYEHHBIX PE3yIbTaTOB C JaHHBIMH OoJiee
TOYHBIX IMOIXOJOB Ha OCHOBE MHOTOKOH(UWIrypamuoHHOTO MeToma Xaptpu-doka
(CASSCF) u teopuu Bo3mymiennit NEVPT2. s MoaeIupoBaHus TBEPAOH ¢a3bl
OpUMEHANICA KOMOMHMpoBaHHBIM MeTon QM/MM. IlpoBomuiics NMOHWCK KOHUYE-
CKHMX IIEPECECYCHUHN IMOTECHUHUAIBHBIX TMOBEPXHOCTEH JJIEKTPOHHBIX COCTOSHHH, a
TAK)XXE BBLIYMCIAIUCh MAaTPUYHbIE 3JIEMEHTHI ONepaTopa CIUH-OPOUTAIBHOTO B3aH-
MOJENCTBH MEXNY CHHIJIETHBIMH U TPHUIUIETHBIMH COCTOSHHUSMHU. [IpruMeHeHHbIe
METOJMKHU SBIAIOTCS AAJEKO HETPUBHUAIBHBIMA M CBUJICTEIHCTBYIOT O BBICOKOM
TEOPETUYECKOM YPOBHE IPOBENECHHBIX HCCIICJOBAHHMA, YTO TapaHTHPYET HaJExK-
HOCTB ¥ JOCTOBEPHOCTH PE3YJIbTATOB PAOOTEI.

YpesBblyaliHO HHTEPECHHIM U YOCIUTENBHBIM SBJISETCA HCCIICIOBAHHE Me-
XaHU3MOB (DIIyopecleHIH TPOU3BOAHBIX |-ruapokcu-1H-umunazona. 3mecs npu
TOMOIIIM PACYETOB YAAIOCh OOBSCHUTH CYIIECTBEHHBIE pa3IuiUs B crieKTpax (iy-
OpeCUEHIMM B TBEPAOH U *KuAKoil (Pazax, o0yclIOBICHHbIE U3MEHEHHEM BH/A I10-



BEPXHOCTEU MOTEHIMATBLHONU 3HEPTUH 3aIeHCTBOBaHHBIX cocTosiHUM. Crexyer oT-
METUTh, YTO JaHHBIM pe3ynbTaT SABSETCA MmokasarteneM ycremHoro QM/MM mo-
JeJIUPOBaHus, HCIIOJIB30BAaHHOTO B pabore. [lpyroif HHTEpECHON U PEIKOW HaXOJ-
KOM SIBISIETCS TO, YTO ()IyOPECUEHIIUS OCYIIECTBIIETCS U3 COCTOSAHUS S; MPOTUB
npaBwia Kamu. B pabore Takke HaiiieHo 1 00BsICHEHHE JaHHOTO (akTa, COCTOs-
Iee B TOM, 4TO JJII IOBEPXHOCTEH COCTOSIHMMA So M S| UMEETCS HHU3KOJIEXKAIIEe
KOHMUYECKOE NIEPECEeYeHUe, B TO BpeMs KaK IIOBEPXHOCTU COCTOSIHUM Si U S nepe-
CEKaroTCs Npu O0s€e BHICOKUX 3HAUEHUAX TOTEHIIMAIBHON SHEPTUH.

Marepuansl, U370KE€HHBIE B JUCCEPTAIMK, XOpOWO onmyOnukoBaHsl. [Io Te-
Me paboThl UMEIOTCS 6 CTaThbH B JKypHajax, BXOASIIUX B pedeparuBHbie 0azbl
nanHbeIx Web of Science u Scopus. Pesynprarsr Takxke ObLUIN NPEACTABICHHI B 10-
KJIaJlaX Ha BCEPOCCUMCKUX U MEXAYHAPOIHBIX KOH(PEPEHIIHIX.

Ha ocHose aBTOpedepara MOKHO 3aKiI0YMTh, YTO Auccepranus lllexosno-
Ba H.A 110 cBOEH aKkTyanbHOCTH, HAYYHOU M IMIPAKTUIESCKON 3HAYUMOCTH U HOBU3HE
B IIOJIHOM MEpe COOTBETCTBYET TpeboBaHusM M. 9-14 «[lomoxkeHus o mpucyx ie-
HUH YYEHBIX cTeneHen» (YyTBep)KIeHHOro noctaHoBieHueM [IpaButenbcra Poc-
cuiickor Denepanuu ot 24 ceHTsOps 2013 r. Ne 842 B nmeiicTByIOMICH pelakium),
OPEIBABIAEMBIM K JHCCEPTALMAM Ha COMCKAaHHME YYCHOW CTENEHHM KaHIuAaTa
HayK, a ee aBTop lllexoBuoB Hukura AnekcanapoBu4 3acCiIyKHBAET IIPUCYKACHUA
YYEHOM CTENeH! KaHIuAaTa XUMHUYECKUX HAYK 0 crenuansHocT 1.4.4. Ousnue-
CKasi XUMHUSL.

BO «MpkyTckuii rocy1apCTBEHHBIN YHHBEPCUTETY.
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