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Orsure HayqHoro KoHcyfl braHTa Ha ÄrccepraqltK)
C heoxnHoü Maprr,r MrxaünoeoBHbt

<<3 rcneprMeHTar bH bte u reoperta qecKr4e ilccne4o BaHuA BaneHTH brx ]r l,roHHo-
napHblx cocrotHllü eax-4ep-BaanucoBbrx KoMnreKcoB u Knacrepoe RgnlQl, Rg

= H€,  Ne,  Ar ,  n  21>r
n peAcraBneH Hyto Ha cohcKaH ue creneH r KaHghAara Sreu Ko-MareMarh qecKltx

HayK no cneqltanbHocrlt 1.3.6 <<Onrura>>

.{uccepraql4oHHat pa6ora CneoxuHoü M.M. nocBrqeHa KoMrrJreKcHoMy H AeranbHoMy
I'IccJIeAoBaHHIo crpoeHur vt AvrHal,'lr4Ku BaH-Aep-BaanbcoBrtx (B[B) KoMnJreKcon RgICI (Rg :
He, Ne, Ar) n pa3nI4rIHbIX gJIeKTpoHHbrx BaJreHTHbrx r{ lroHHo-[apHrrx (I,I[I) cocrorHr4{x, a
TaruKe MaJIIIX KnacrepoB HenICl (n : 24). ArryalrHocm reMbr o6ycloerena
Heo6xo4Iauocrbro AeraJlbHofo noHr.rMaHrar rrpoueccoB nepepacnpe Aerelufl. 3Heprr4t4 vr
MexaHn3Mo B rrpe4l,rcco rJnaL\vpt s cra6ocsq3aHHbrx cprcreMax.

B pa6ore 6trl pealu:oBaH KoMnnencnrrü Teoperr4trecxuit u oKcrrepr,rMenramHrrü nogxo4. C
SKcnepuMenralruoü cropoHbr n pa6ore npr4MeHrnr4cb pa3rr4rrHbre MeroÄbr cneKTpocKorrvrlr c
vcnonb3oBaHneM AByxcryrleHqaroü Asyxqeefiroü cxeMbr na3epHofo nos6yxgeunx
KoMrIJIeKcor, lpoprvrupyeMblx B cBepx3ByKoBoM MoJreKyJrrpHoM nyqKe. B xo4e uccle4onaHrafi
I'ßMep;ulucb crIeKTpbI nos6yx4eHur JrloMr,rHecqeHrrur,r [poAyKToB npe4r4ccoqva\r4vr
KOMTIJIeKCOB, CrreKTpbI JIlOMI4HeCUeHrrytU, a rarcKe BpeMeHHbre 3aBr.rclrMocrr{ HHTeHCT4BHOCTeü
nIoMHHeCUeHrlr,r14.

I'Iurepnperaqnr u aHaIrvI3 [on)AreHHhrx gKcnepr4MeHTaJrbubrx cneKTpoB rrpoBo4r4nr,rcb
coBMecrHo c reoperuqecKl4Ml4 pacqeraMr.r. [w onucaHr4-s noBepxnocreü loreuqzalruoü
3HeprI4I,I (nII3) KoMrIJIeKcoB l4cnoJlb3oBarrcfl. Mero4 AByxaroMHux SparueHToB B MoneKyJre B
paMKax reopr4r{ nosnayuleuuü nepBoro nopq4Ka (AOBM TBl). 3HaqeHu.fl sHepruü
cBf,3aHHhIX yponHeü RgICl, a rarc(e Mo4enr.rpoBaHne cneKTpoB nos6yx4euzx vl
JIToMI4HecIIeHIII4I4 6a:uponarucr Ha pemeHr4u BpeMeHHoro ypaBHeHr,r.fl Illpe4zurepa c
I{cnoJIBoBaHr'IeM Mynbna-noHQraryparluoHHoro Mero4a Xaprpu (Multi Configuration Time
Dependent Hartree).

B xoÄe pa6oru HaA guccepraqueü CueoxuHa M.M. BbrrroJrHr.rJra rny6orcuü a*arru3
nl4Teparypbr, rIpI4HI4MzlJIa HenocpeÄcrBeHHoe fracrue B r,ßMepeHu;rx cneKTpoB z n o6pa6orrce
rloJryqeHHblx sKcnepIzMeHTaJIbHbx AaHHbrx. Ha ocHoee npeAocraBneHHhrx uonepxHocreü
noreHIII'IaJßuoü suepruu M.M. Cusoxzuoü 6rrro errnoJrHeHo MoÄeJrr,rpoBaHr,re crreKTpoB
JIIoMI'IHecIIeHr\vwI vt eo:6yx4enru nroMr4HecrreHuplrl, a raxr(e, coBMecrHo c KoJrJIeraMH,



npoBeÄeHa r4HTepnperawa v corrocraBJreHr,re gKcrrepuMeHTailbHbrx AaHHbrx c pe3ynbraraMlr
pacqöToB.

OcnosHrre p$yJrbrarbr Ancceprarlnpr ony6marcoeanrr e 5 crarbflx B BeAyIq[x
MexÄyHapoAHbrx HafrHbrx )KypHanax, r,rH4eKcr{pyeMrrx s 6a3ax Scopus r.r Web of Science
(Ql u Q2), uro rro4TBepx4aer nprßHaHr4e non)rreHHbrx pe3ynbraroB

3a BpeMr rrpoBe4eHr{f, rnccneAosaHuü CranoxuHa M.M. nporBuna ce6s KaK
xnanu$uquposaHHrrü r,r Morr,rBr4ponaHnrrü cneuuilnr{cr. Fur ocBoeH runporrzü na6op
gKo[epr,rMeHTturbHbx noAXoAoB 14 TeopeTr,rqecKr{x MeToAoB, B qacTHocTr4 MyJrbTt4-
rou(purypaquounnü Mero4 Xaprpu, peaJru3oBaHHrrü n nporpaMMHoM naKere MCTDH. Oua
6esyclonuo 3acJry)rfl4Baer npr4cyx4eHr,rr yrenoü creneHr4 KaHgr4Äara $urraxo-
MareMarr,rqecKr,rx HayK no cnerlr4€rnbHoctu 1 . 3. 6 <<Onrnra>>.
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