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Ha asTopedepar auccepranuu CemenoBa BanenTtuna Anekcanaposu4a «KBanroso-
XHMHYECKHE pacueTsl Xumudeckux casuros SIMP °N B CTPYKTYPHBIX HCCJIEJOBAHHAX
430TCOAEPKANHX reTePOIHKI0BY, MPEeACTABIEHHON HA COHCKAHHNE YYEHO CTeneHH

KAHAHAATA XHMHYECKHX HAYK 1m0 cneuna bHOCTH «02.00.03 — oprannyeckas XHMHSD)

Pabora CemenoBa BanentnHa AnekcanapoBuya «KBaHTOBO-XHMHUYECKHE pPacCyeTh
xumuueckux casuroe SIMP PN B CTPYKTYPHBIX HMCCIEJOBaHHAX a30TCOJAEpIKaIIUX
reTEPOIMKIIOBY TMOCBAIIEHa pa3paboTKe METOJOJOTHH KBAaHTOBO-XMMHUYECKHX pacyeToB
xumugecknx capuroB SIMP °N u npHMeHEHHIO ee B HCCIENOBaHHU CTPYKTYPHBIX aCreKTOB

a30TCOACPXKAHUX Ir€TEPOLHKIIOB.

ABTOpPOM IpPOBEJEH aHAJIM3 OCHOBHBIX (DAaKTOPOB, BIMSIOLUIMX HA TOYHOCTH KBAHTOBO-
XHMUYECKOTO pacyeTa XuMmuueckux cusuroB SIMP "N u koncrauT skpanupoBanus N. Bbuto
MOKa3aHo, 4To crnennanbHble SIMP-opuentupoBannbie Gynkuuonansl Metona DFT nokassiBarot

XOPOIIYH KOPPEJIALIHIO C 9KCIIEPUMEHTATBHBIMHU JaHHBIMH (OLIMOKa cocTaBasieT 5-7 M.1.).

BriepBele /15 KOHCTaHT SKpaHMpoBaHWs N GbUI CHCTEMATHYECKH OMPOGOBAH MOAXOX
JIOKAIbHO TUIOTHBIX ©a3ucHBIX HAaOOpPOB, KOTOpBIH MO3BOJNIMJ 3HAYMUTENLHO COKPATHTH
PECYPCOEMKOCTh pacyeToB, NMPHUTOM C HE3HAYUTEJIbHOH mMoTepeif B TOYHOCTH. Takke B Xone
pa3pabOTKH METOMOJIOTHH TIPOBEJCHHS CEPUIHBIX PacuyeToB XuMuueckux casuros SIMP °N
ObUIM 3aTPOHYTHI TakMe XapaKTepHbIE acleKThl Kak mpobiema Bbibopa craHaapra (peleHa B
10Jib3y HUTPOMETaHa), 3(G(HEKThl MPOTOHHPOBAHHUS M CONBBATALNH, @ TAKKE I€OMETPHYECKHI
¢akTop. JlaHHas METOHONOTHS MOXXET NpPeTEeHJ0BaTh HAa YHHBEPCAIBHOCTh sl PYTHHHBIX
pacyeToB XMMHYECKHX cABMroB. OgHaKo XoTenoch OBl MONMYYHTh OTBETHI HA CIEHAYIOIIHE

BOMPOCHI:

1. Bo3MmOXHO 1M pacnmpocTpaHeHHe pa3paboTaHHOM METOJMKH pacyeTa Ha Jpyrue
KJ1aCChl a30TCO/IEPKAIUX COCAHHEHUH, HITM OHA OTPaHHYHBACTCS TOJBKO a30TUCTBIMH
reTepouuknamMu’?

2. TlpoBommncs nu pacyeT KosneGaTenbHBIX MONMPABOK aTOMHBIX saep? Hackonbko 3T0

BOOOIIIE BO3MOXHO IIPHMEHHUTEIILHO K HCCIIEAYEMOMY Py COEAMHEHH?

3HaunTenbHas 4acTh paboThl MOCBSIIEHA MCCIIEIOBAHHIO COJIbBATALMOHHBIX 3G (eKTOB B
xuMuueckux casurax SIMP °N a30TcoJiep)KallliX TEeTepOUHKIOB M cmocobaM HX ydera.

ABTOpOM IMIOKa3aHO, YTO BKIIIOYEHHE B PACHYETHYKO CXEMY MOJIEIH Yy4eTa HCCHCHH(t)H‘leCKOﬁ




COJIbBaTallHH 3HAYHUTEIIBHO YIYYIIaeT TOYHOCTh pacdeTa XMMHYECKOro CJIBHra. Hpn 3TOM

BO3MOXKHO CHH)KEHME CpeiHeH abCcomoTHOH oMOKH Ha BETUYHHY Mopsaka 3-7 M.A.

HanepHelinee  ynydmeHHe  KOPPENSLUMH C  OSKCIEPHMEHTOM  BO3MOXHO  IIyTEM
HEMOCPEICTBEHHOTO BKJIIOYEHHSI MOJIEKYNT PACTBOPHTENS B PACHYETHOE MPOCTPAHCTBO MOJIEKYII
pacTBOPEHHOrO BemlecTBa. lcmons3oBaHWE TaKOro MOAXOAA HAIJISAHO JAEMOHCTPHPYET
B&XHOCTb y4€Ta COJIbBATAllMOHHBIX 3()(EKTOB: HAa MPUMEPE HEKOTOPBIX AMA3MHOB BO3MOYXKHO

CHHKEHHE abcomOTHOMN omuOKK pacyeTa Ha MOPSIOK.

Ananu3 onyOonMKoBaHHBIX paboT (6 crateit B penensupyembix BAK xypHanax) roBopur o
TOM, 9YTO aBTOpP YCIMELIHO CIPaBHJICA C MOCTaBieHHBIMH 3amayamu. Ocobo creayer OTMETHTH
3HAYMTENBHBIH 00bEM pabOTHI, MPOBENCHHBIH aBTOPOM B XOJI€ BEHIMOJIHEHHS PAaCYETHBIX 3a]ay.
ITo monyyeHHBIM pe3yJbTaTaM CHENaHbl MPOJIYMaHHbIE U JIOTHYECKH OOOCHOBAHHBIE BBLIBOJEI,

HaZI€XKHOCTh KOTOPBIX HE BbI3BIBACT COMHEHHH.

[lo akTyanbHOCTH, HOBH3HE, HAay4YHOW M MNPaKTHYECKOW 3HAYUMOCTH, HOCTOBEPHOCTH
NOJIy4E€HHBIX PpEe3yJbTaTOB JHccepTalMoHHas pabora coorBeTcTByeT TpeboBaHusaM 1. 9
«IlonoxeHUss O TPUCYXJEHWH YYEHBIX CTemneHei», yTBepxkaeHHoro IlocTaHOBIEHHEM
I[IpaButenscTea PO No 842 ot 24.09.2013, npeabsBisieMbIM K KaHIMIATCKHM JUCCEPTALMSM, a
€e aBTOp 3aC/ly)KHBAeT NPHCY)KICHHA YYEHOH CTeNeHM KaHauJaTa XHUMHYECKHX HayK [0

cnienuanbHocTd 02.00.03 — opranuyeckas XuMus.
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