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MoJtekyJIsipHasi CHEKTPOCKONHS 1 aTMoc()epHbIe PAHAIIHOHHBIE IPOIECCHI

CTaTel M MpHBEJCHA CTATHCTHKA M3BJICUYCHHBIX U3 HUX MCTOYHHKOB MaHHBIX. Chopmu-
POBaHBI MyJIbTUMHOXECTBA (CHUCKU JMHUH), TIOTyYEHHBIX CIIEKTPAIBHBIX JAaHHBIX TPH
9KCTIEPUMEHTAIBHBIX UCCIEAOBAHUAX CIEKTPOB IOTJIOMEHMS MOJIEKYJIB JUOKCHAA a30-
Ta. BEISIBIEHBI paccoriacoBaHms MEXAY HCTOYHHKaMHU JaHHBIX. [locTpoeHs! OHTOIOTHA
MH(OPMALMOHHBIX PECYpPCOB U OHTOJIOTHH IEPEXOOB, KOIEOATENBHBIX COCTOSHUM
1 K0J1e0aTeIbHO-BPAIIATENBHBIX 110JIOC B CIEKTPOCKOIMY MOJIEKYJIBI JUOKCHA a30Ta.

A41

CPEACTBA MAHUITYJIUPOBAHUA HABOPAMMU JAHHbIX
B UC «MOJIEKYJISIPHASA CIIEKTPOCKOIIUS»

A. B. Ko3o10eB, E.M. Ko3zonoeBa

Hucmumym onmuxu ammocgpepwr um. B.E. 3yeea CO PAH, 2. Tomck, Poccus

B pabore gan o0630op umetommxcss B MC «MonekynsapHas CHEKTPOCKOIHSD
CPEe/CTB MaHUIYJSIMKA HAaOOpaMH JAHHBIX, MO3BOJISIIONINX (OPMHUPOBATH IKCIEPTHHIE
Habops! naHHBIX. [IpeacraBrnena kiaccudukanus ornepaiuid. BeineneHsl apromMaTuye-
CKHE M TIOJyaBTOMaTHYECKHE OIepaliui, KOTOpble TpeOyIOT yJacTusi dKCIepTa sl 1Mo-
JIy4eHusl OKOHYATENbHOTO pe3yibraTa. IlpuBenen kpatkuil 0030p unrepdeiica mossso-
BaTeJIsl MOJYJIsl «OMHApHBIE OTIEPaIM JJIsl TOJyaBTOMAaTHYECKUX OTIeparvii.

A42

MOJEPHHM3ALIUA KOMIIVIEKCA HA OCHOBE ®YPbE-
CIHEKTPOMETPA U 30-METPOBOM OIITUYECKOM
KIOBETbI 1JIsA UBMEPEHUSA CJABOI'O CEJJEKTUBHOTI'O U
HECEJIEKTUBHOI'O IIOI'JIOIEHUA

A.M. Cosonos’, A.A. Coson0s', B.M. ﬂeﬁqyﬂnl’z, A.H. Kypmcl,
K.IO. OcnrmBl, T.M. HeTDOBal, 10.H. HOHOMapeBl, N.B. ITramnuk’

1
Hucmumym onmuxu ammocghepor um. B.E. 3yesa CO PAH, 2. Tomck, Poccus
2 o o
Hayuonanvhulii ucciedosamenvckuil
Tomckuii 2ocyoapcmeennwiil ynueepcumem, 2. Tomck, Poccus

B noknane npuBoanTcs onmcanue paboT MO0 MOJICPHU3ALNH SKCIEPHIMEHTAIEHOTO
KoMIuTekca Ha ocHOBe Dypbe criekrpomerpa Bruker IFS-125 u 30-meTpoBoit MHOTOXO-
JTIOBOH KrOBEeTHL. MolepHM3aIisl BKITIOYAeT B ce0sl OCHAIIIEHNE KIOBETHI CHCTEMOM aBTO-
MaTH4ecKON IepecTpOWKM YHcia MPOXOJOB Jiyya 0Oe3 ee pasrepMeTH3alliM, a TaKke
paboTy KIOBETHI IPH IOBHIIICHHBIX TeMIepaTrypax. PaboTa BbImonHeHa npH (HUHAHCO-
Boi1l monnepxkke Poccuiickoro Hayunoro gounaa (mpoext PH® Ne 16-17-10096).

A43

®OTOJIN3 OKCUAOB METAJIJIOB KAK HCTOYHUK
ATOMOB B IINTAHETAPHBIX 9K30C®EPAX

A.D. Sidorenko', R.R. Valiev', A.A. Berezhnoy’, V.N. Cherepanov'

'Hayuonanonwii uccredosamenscrui
Tomcxkuil eocyoapcmeennslii ynusepcumem, 2. Tomck, Poccus
? Mockosckuii 2ocyoapemeennuiii ynugepcumem um. M.B. Jlomonocosa,
2. Mockesa, Poccus

[IpoBeneHO wWcCleOBaHUE IEKTPOHHBIX cocTostHui Mosekyn LiO, NaO, KO,
MgO u CaO. ITocTpoeHs! KpUBbIE MOTEHIUATEHON YHEPTUU HCCIEIOBAHHBIX MOJIEKYII B
pamkax metojoB XMC-QDPT2 u CCSD(T), koTopble MCIONB30BaHbI I pacuera ce-
yeHuit ¢poronmsa. [lomydyeHHble cedeHUs! OBUTH MPUMEHEHBI ISl OLIEHKH BpPEeMEH (OTo-
JIM3a ¥ CKOPOCTEH pasiieTa reHepupyeMBIX B Iporecce GoTosm3a aToOMOB MeTAIUIOB Li,
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Kondepenmus A

Na, K, Mg u Ca. [TosryueHHbIe pe3ysIbTaThl HO3BOISIOT YBEPEHHO YTBEPAKIATh, UTO OK-
CHJIBI PaCCMaTPUBAEMBIX JIEMEHTOB B dK30c(epax, Hanpumep, JlyHsr 1 Mepkypus pas-
PYIIAIOTCS COTHEYHBIMH ()OTOHAMH YK€ BO BPEMS IIEPBOTO OAJUTMCTHYECKOTO MOJIETA.

A44

TEMIIEPATYPHBIE 3ABUCHMOCTH UHTEI'PAJIBHBIX
MHTEHCUBHOCTEMU NTOJIOC NNOI'JIOIEHUA MOJIEKYJI
H,0, H,S, SO; U NO;

0.B. Eropos, O.K. Boiinexosckas, /I.E. Kamunpcknii

Hayuonanvuwiii ucciedosamenvcxuii
Tomckuii 2ocydapcmeennulii yrusepcumem, 2. Tomck, Poccus

B paboTe aHanuM3MpyrOTCs TEMIEPATypHBIE 3aBUCHMOCTH UHTErPAIbHBIX MHTCH-
CHBHOCTEH IMOJIOC TOTJIOIIEHUSI MOJIEKYJ THIa acuMMeTpuuHoro Bomuka: H,O, H,S,
SO, u NO,. ITokazano, 4To JUIsl «XOJOAHBIX» IOJIOC MOTJIOLICHUS, B TOM 4Kcie QyH/a-
MEHTAIIbHBIX, TeMIIEpaTypHas 3aBUCUMOCTb MMEeT pa3IM4HbId XapakTep. Boruncinenue
MHTETPaJbHBIX MHTEHCUBHOCTEH OCYIIECTBICHO C MCIOJIb30BAHUEM HWHTEHCHBHOCTEH
CHCKTPAIBHBIX JTUHUN M3 U3BECTHBIX CIEKTPOCKOMUYECKUX 0a3 JaHHBIX W 0a3 aBTOPOB
padoTel. OOCYKIAFOTCS MPUYHHBI, TIPUBOJININE K BO3PACTAHHIO U YOBIBAHUIO BEJIHYH-
HBI UHTETPAIBHOW WHTCHCUBHOCTH MPH YBEITHUCHUH TEMITCPATYPHhI.

A45

INOTJIOINEHUE «"OPAYUMMN» ITIOJIOCAMHU
B CIIEKTPAX I'A30B H,S, SO, 1 NO, B MHTEPBAJIE
TEMIIEPATYP T=300-1000 K

0.B. Eropos, O.K. Boiinexosckas, /I.E. Kamunpcknii

Hayuonanvnvtii uccnedosamenvbckuil
Tomcxuii 2ocyoapcmeennwiii ynusepcumem, 2. Tomck, Poccus

B pabote npoBesieHa OLEHKa BKIIAJ0B «TOPSYUX» TOJIOC B CyMMapHOE IOTJIONIe-
HHUe B cnekTpax razoB H,S, SO, u NO, B unreppaine temmeparyp 7 =300-1000 K. Pac-
YeThl CyMMApHOTO ITOTJIOIICHHUS BBIIIOJHEHBI C UCIIONB30BaHUEM pa3pabOTaHHBIX aBTO-
paM# BBICOKOTEMIIEPATypHBIX CIIEKTPOCKOMUYECKHX 0a3 maHHBIX. OOCYXKIaroTcs Ipu-
YHHBI, IPUBOJLINE K Pa3IHYMAM B BEJIMYMHAX BKIAJ0B OT «XOJOMHBIX» U «TOPSTUHX»
T0JIOC TOTJIOIICHUS B CIIEKTPaXx IOTJIOLIEHHS paCCMaTPUBAEMBIX Ta30B.
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