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Cekumsa 1

Section 1

CEKIMA 1

OBIIME IMTPOBJIEMBI U IIEPCIIEKTUBBI UCIIOJIb30BAHUA HHOOPMALIMOHHBIX
U KOMIIBIOTEPHBIX TEXHOJIOTMI B HAYKE

SECTION 1

GENERAL PROBLEMS AND PROSPECTS OF COMPUTER APPLICATIONS IN
SCIENCE

KOMMNEKCHOE UCCNEAOBAHUE MEXAHU3MA
NEPEHOCA NPOTOHA B UMWOO30ME METOOAMU
KONEBATENbHOM (UK, PKP) N SNIEKTPOHHOM
CMEKTPOCKONUU

Ten I.H., BypoBa T.I'., bapaHoB B.WU.

CapaToBCKuUi rocy4apCTBEHHBIN yHUBEPCUTET

Ha npumepe wvmnpasona nokasaHa BO3MOXHOCTb
uccrnegoBaHus BHYTPUMOIIEKYNAPHOTO MexaHn3ma
nepeHoca npotoHa meTtogamu konebatensHon (UK, KP n
PKP) 1 anekTpoHHOM CNeKTpOCKONuu.

BaxHbIM Mpu3Hakom, MNOATBEPXAALWUM  BHYTPUMO-
NeKynsipHbI ~ MexaHW3M  nepeHoca MpoToHa B
uMmnaasone, MOXET CMyXuTb Hanuune paByx 6nusko

*

pacnonoXeHHbIX nonoc B 3MEKTPOHHOM CheKTpe
NOrNOLWEHNS.
CpaBHeHue CTPYKTYPHO-ANHAMNYECKNX moaenen

MMUIA30ma U afieHnHa NoKasbIBaeT, YTo NpUcoeauHeHne
K UMuZasony nMpUMUMAMHOBOIO KOJbLia B HECKOJIbKO pa3
YMEHbLUAeT U3MEHEHWUS1 [LNWH CBSI3eM U YINoB B
MMUZa30/1IbHOM KoJSlbLie, YTO, B CBOK OYepenb, CHUXaeT
ahdekT oBHapyxeHus BHYTPUMOIEKYNSPHOro

MeXaHu3mMa nepeHoca npoToHa B afleHNHe
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1158

HAOEXHOCTb MPOrPAMMHOIO OBECMNEYEHUA.
BuObl " KPUTUHHOCTb OLLMBOK

Opo6oTyH E.B.

BoeHHas akagemus Bo3ayLLIHO-KOCMUYECKON 0O0POHbI

B pa60Te paccMaTpnBaldTCA KadyeCTBO M HaOeXHOCTb
nporpaMmmMmHoro obecneveHus. MpuBoasTca pasnuyHble
nokasaTtesnn HageXHOCTU nporpamMmMHOro obecneveHus,
onucbiBakoTCA HEeKOTOopble noaxoabl K OoLeHKe
HageXHoCTn nporpamMmMHoOro obecnevyeHns u aHanusy
BMOOB, MNOCNEACTBUA U KPUTUYHOCTHU owmnbok B

nporpammMmHom obecneyeHumn
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1173

INTEGRATED STUDY OF THE INTRAMOLECULAR
MECHANISM OF PROTON TRANSFER BY MEANS OF
VIBRATIONAL (INFRARED AND RESONANCE
RAMAN) AND ELECTRON SPECTROSCOPIES

Ten G.N., Burova T.G., Baranov V.l

Saratov State University

Using imidazol as an example a possibility has been
shown to investigate the intramolecular mechanism of
proton transfer by means of vibrational (infrared, Raman,
and resonance Raman) and electron spectroscopies.

An important feature to confirm the intramolecular
mechanism of transfer in imidazol is the presence of two
closely adjacent * - bands in the electron absorption
spectrum.

It is seen from the comparison of the structural-dynamical
models of imidazol and adenine that due to the
attachment of a pyrimidine ring to imidazol the changes of
bond lengths and bond angles in it are several times less
expressed than in adenine, which in its turn decreases
the possibility of detecting the intramolecular mechanism
of proton transfer in adenine

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1158

SOFTWARE RELIABILITY. FAILURE TYPE AND
CRITICALLY

Drobotun E.B.

Military academy of aerospace defence

Software quality and reliability are considered in this work.
Happen to different software reliability, some approaches
are described to estimation of software reliability and
analysis type, effects and critically failure in software

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1173

MBTH.ru



Cekuums 2 Section 2

CEKIIMA 2

KOMIIBIOTEPHBIE BBIYMCJIEHUSA, UX OPTAHU3ALIUSA (CETH U ITAPAJIVIEJIBHBIE
BBIYUCJIEHUSA)

SECTION 2

COMPUTING AND COMPUTING MANAGEMENT (NETWORKS AND PARALLEL
COMPUTATION)

COMPUTER-ASSISTED METHODS FOR MOLECULAR STRUCTURE ELUCIDATION:
REALIZING A SPECTROSCOPIST'S DREAM
Elyashberg M.E.", Blinov K.", Molodtsov S.%, Smurnyy Ye.", Williams A.J.>, Churanova T."
'Advanced Chemistry Development,
2Novosibirsk Institute of Organic Chemistry, Siberian Division, Russian Academy of Sciences,
3ChemZzoo Inc.

Background: This article coincides with the 40 year anniversary of the first published works devoted to the creation
of algorithms for computer-aided structure elucidation (CASE). The general principles on which CASE methods are
based will be reviewed and the present state of the art in this field will be described using, as an example, the expert
system Structure Elucidator.

Results: The developers of CASE systems have been forced to overcome many obstacles hindering the
development of a software application capable of drastically reducing the time and effort required to determine the
structures of newly isolated organic compounds. Large complex molecules of up to 100 or more skeletal atoms with
topological peculiarity can be quickly identified using the expert system Structure Elucidator based on spectral data.
Logical analysis of 2D NMR data frequently allows for the detection of the presence of COSY and HMBC correlations
of "nonstandard" length. Fuzzy structure generation provides a possibility to obtain the correct solution even in those
cases when an unknown number of nonstandard correlations of unknown length are present in the spectra. The
relative stereochemistry of big rigid molecules containing many stereocenters can be determined using the StrucEluc
system and NOESY/ROESY 2D NMR data for this purpose.

Conclusion: The StrucEluc system continues to be developed in order to expand the general applicability, provide
improved workflows, usability of the system and increased reliability of the results. It is expected that expert systems
similar to that described in this paper will receive increasing acceptance in the next decade and will ultimately be
integrated directly to analytical instruments for the purpose of organic analysis. Work in this direction is in progress. In
spite of the fact that many difficulties have already been overcome to deliver on the spectroscopist's dream of "fully
automated structure elucidation" there is still work to do. Nevertheless, as the efficiency of expert systems is
enhanced the solution of increasingly complex structural problems will be achievable.

The article has been published in Journal of Cheminformatics, 1:3, 17 March 2009,
http://www.jcheminf.com/content/1/1/3

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1197

http://lwww.ivtn.ru 7
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Section 2

AHAIN3 NOBEAOEHUA CETEBbIX UH®PACTPYKTYP
AnA KOHTPONA KAYECTBA N BE3ONMACHOCTU
CETEBbIX PECYPCOB HAYYHbIX OPTAHU3ALIUU

NépbiwkuH C.B., XKpaHosa M.C., CamoxuH A.M.
JlabopaTtopust ceTeBbIX TEXHONOMMM

CoBpeMeHHasi Hayka HenpepbiBHO MCMOSb3yeT B CBOEWN
OeaTenbHOCTH KOMMNbIOTEPHbIE ceTu. Tpaduk,
reHepvpyeMblil  3anpocamyv COTPYOHMKOB K cepBucam
opraHusauum sIBNsieTCsl  OTPaXEHUWEM  KayecTBa U
besonacHocTu eé paboThl. [peanaraeTcsa pelweHve ans
cTtatuctnyeckor o6paboTkM adaHHbIX O Tpadmke wu
aHanu3a noeseneHust ceTeBblX 06bekToB
NHMPaCTPYKTYpPbI opraHusauuw, nossonstollee
BbIBNSATb paHee HeusBecTHble U crneunduyHble
WHLMOEHTbI 6e3onacHocTy, OLEHUTb Ka4yecTBO

JKcnnyaTauum cetun
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1198

BTOPUYHAA NEPNOOUYHOCTb B CTPYKTYPHbIX
N KONEBATEJIbHbIX XAPAKTEPUCTUKAX
3,3-AMMETUNLUMKNONPONEHOB, AN- U
MOHO3AMELLEHHBLIX FPYMMNAMU —

X(CH3)3 (X=C, SI, GE, SN, 1 PB)

MaH4yeHko KO.H., Ae Mapa [x.P., AbpameHkoB A.B.
MocKkoBCKMUI rocy4apCTBEHHbIN YHUBEPCUTET
um.M.B.JTomoHocoBa

3akoHOMepHOCTH B N3MEHEHUAX
napameTpoB U1 KonebaTenbHbIX BOSIHOBbIX YWCRax
npocnexeHbl Ans  ONpPeAenéHHbIX pynn  yKasaHHbIX
COeAuHEHNn. 3aKOHOMEpHOCTW, MOMyYeHHble B Buae
3UrsaroobpasHbix NMHWA, aHanornyHbl
3aKOHOMEPHOCTSM, KOTOpble XapakTepHbl Ans aToMoB 14
(IVA) rpynnbl nepuoguyeckon Ttabnuubl MeHnaeneesa.
OTa 3aKOHOMEPHOCTb U3BECTHa Kak siBlIeHNe BTOPUYHON

nepnoan4yHoCT”
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1179

CTPYKTYPHbIX

UCCNEOOBAHUE MEXAHU3MA TEPMUYECKOW
NEPErPYNMUPOBKU ANNTNITIOBOIO 3®UPA MNAPA-
TPET-BYTUNN®EHONNA

PaxumoBa U.M., KonecoBa T.B., KnioyapeBa E.B.,
KanTop E.A.

Yummcknin rocyaapCTBeHHbIN HEPTAHON TEXHUYECKUNA
yHuBepcuUTeT

MpoBegeHo  KBaAHTOBO-XMMMYECKOE  WUCCredoBaHWe
(B3PW91/6-31G*) BO3MOXHbIX MapLIpyTOB MepBOW
cTagun TepMUYEecKol MneperpynnupoBKU  annunoBoro

adhupa napa-TpeT-6ytundeHona. BbinonHeHa
onTMmM3aums reomeTpun NCXO[HOro adupa,
nepexodHblX COCTOSIHWIA, WHTepMegmaTa W MPOAYKTa
peakumm. CornacHo pacyeTHbIM AaHHBbIM
neperpynnupoBka nporekaet Yyepes [3,3]-
curmMaTponHein  casur, obpasoBaHuMe  TT—KOMMekca
ManoBeposATHO

http://www.ivtn.ru/2009/confs/enter/paper.php?p=1178

NETWORK INFRASTRUCTURE BEHAVIOR ANALYSIS
FOR THE QUALITY AND SECURITY CONTROL OF
SCIENCE ORGANIZATIONS' INFORMATIONAL
SERVICES

Peryshkin S.V., Zhdanova M.S., Samokhin A.M.
Network Technologies Laboratory

Contemporary science continuously utilizes computer
networks in its activities. Traffic generated by employees’
transactions to the network services of organization
appears to reflect the quality and security of it's
operations. We propose a solution for statistical
processing of traffic data and network objects behavior
analysis which allows to detect earlier unknown (zero-
day) or specific security threats, evaluate the quality of
network infrastructure maintenance

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1198

SECONDARY PERIODICITY IN THE STRUCTURAL
AND VIBRATIONAL CHARACTERISTICS OF
3,3-DIMETHYLCYCLOPROPENES DI- AND
MONOSUBSTITUTED BY -

X(CH3)3 MOIETIES (X = C, SI, GE, SN, OR PB)
Panchenko Y.N., De Mare G.R., Abramenkov A.V.
M.V.Lomonosov Moscow State University

The regularities of changes in the structural parameters
and vibrational wavenumbers have been traced for
certain moieties of the title compounds. The regularities
obtained in the form of the zigzag lines are analogous to
regularities that are characteristic to the atoms of the 14
(IVA) group of the Mendeleyev Periodic Table. This is
known as the secondary periodicity phenomenon

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1179

STUDIES ON THE MECHANISM OF THE THERMAL
REARRANGEMENT OF ALLYL-PARA-TERT-
BUTYLPHENYL ETHER

Rakhimova .M., Kolesova T.V, Klyachareva E.V,
Kantor E.A.

Ufa State Petroleum Technological University

Quantum-chemical studies (B3PW91/6-31G*) on possible
routes to first stage of thermal rearrangement of allyl-
para-tert-butylphenyl ether is realized. Geometry's
optimization of ether, transition states, intermediate and
product of reaction is calculated. According to calculated
data, rearrangement runs through [3,3]-sigmatropic shift,
formation of m-complex is unlikely

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1178

MBTH.ru
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K rPAMMATUKAM OUANETOB rEHETUYECKUX
KoaoB

AuHropuH M.A.

Hwxeropoackuii rocyqapCTBEHHbIV YHUBEPCUTET UM.
H.N.No6ayeBckoro

B kpaTkoM goknage paccmaTpuBaloTcsl 3aKOHOMEPHOCTH
KoaupoBaHus  reHetudeckmx kogoB  MPHK,  3akoH
cucTtemaTtumsaumm aMmMHOKUCIOT M 3aKOH cucTeMmaTtmaaumm

ONaneKToB XUBOW NpMpoabI
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1182

HEMMOCKUE CTPYKTYPbI
BbICOKOSHEPITETUYECKUX MOBOPOTHbIX
MU3OMEPOB 2-METUNBYTA-1,3-0UEHA (U3OMNPEHA)
N 2,3-0MMETUNBYTA-1,3-0UEHA

MaHueHko KO.H., Bok 4.Y, NNapkun Ox.0.,
AbpameHkoB A.B., KioHemaHH ®.

MockoBCKuUi rocyfapCTBEHHbIN YHUBEPCUTET
um.M.B.JTomoHocoBa

KonebaTtenbHble aHanusbl kKoHopmepoB 2-meTunbyta-
1,3-oueHa (u3onpeHa) u 2,3-gumetnnbyrta-1,3-gueHa
BbINOJHEHDI Ha  YpOBHe MP2(FC)/aug-cc-pVDZ.
MamepeHHble HeJaBHO 3KCMepMMEHTanbHble BOJIHOBbIE
yncna KOHOPMEPOB  yKa3aHHbIX MOMeKyn u  ux
AENTEepON30OMEPOB  BKIOYEHbI B 3TU  aHanu3bl.
PaccuntaHHble Henmnockue CTPYKTYpbl
BbICOKOSHEPreTU4eCKnX NOBOPOTHbIX N30MepoB
NOATBEPXAEHbI XOpOoLUNM cornacvem mexay
SKCMEePUMEHTaNbHbIMA U TEOPETUYECKUMU BOJTHOBbLIMM

Yucnamm nccrnenoBaHHbIX MOJeKy”n
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1180

YNYYLWEHUE NONYSIMMUPUYECKOIO ONMUCAHUA
MEXMONEKYNAPHbIX B3AUMOOEACTBUN
®PArMEHTOB BUOMOIJIEKY I

AHukuH H.A., Byraenko B.J1., KyabmuHckun M.B.,
MepkoBuy A.C.

WHcTuTyT opranuyeckon xummmn nm.H.[.3enuHckoro PAH

Monyamnupuyeckoe  onucaHve
B3aUMOLENCTBUA  Yry4yLLEHO

aTOMHOro  noTeHumana, kanmbpyemoro MHK no
BbICOKOTOYHbIM  pacyetam MP2/aug-cc-pVTZ 14550
3TaNoHHbIX AUMEPOB 75-TW TUMOB, NPW y4YeTe cneundnkm
OKPYXXEeHWSI aTOMOB [OKWHI-KOMMnekcoB. [ns aTomoB
H,C,N,O,F,S,Cl nogob6paHbl napameTpbl ans 151 napbl
atomoB, Hawa RMSE 0.31, a ucxogHoro PM3 - 0.65
kkan/monb. TecT nepeHocumocT Ha >14000 WHbIX
(bonee KpymHbIX U COXHbLIX) AuMepoB 189 TMNOB: Hala

ToyHocTb 0.38, a PM3 - 0.71 kkan/monb
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1177

MEXMOIEKYNAPHbLIX
nobaeneHnem  aTtom-

TO GRAMMARS OF DIALECTS OF GENETIC CODES

Eingorin M.Y.
N.l.Lobachevsky State University of Nizhni Novgorod

The subjects of this brief report are the encoding
regularities of mMRNA genetic information, the law of the
systematization of amino acids, and the law of the

systematization of animated nature dialects
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1182

NON-PLANAR STRUCTURES OF THE HIGH-ENERGY
ROTATIONAL CONFORMERS OF 2-METHYLBUTA-
1,3-DIENE (ISOPRENE) AND 2,3-DIMETHYLBUTA-1,3-
DIENE

Panchenko Y.N., Bok C.U., Larkin D.D.,

Abramenkov A.V., Kyunemann F.

M.V.Lomonosov Moscow State University

The vibrational analyses of the conformers of 2-
methylbuta-1,3-diene (isoprene) and 2,3-dimethylbuta-
1,3-diene were performed at the MP2(FC)/aug-cc-pVDZ
level. Recent experimental wavenumbers for the
conformers of these molecules and their deuteroisomers
were incorporated into these analyses. The theoretical
non-planar structures of the high-energy rotational
isomers were corroborated

by good agreement between the experimental
theoretical wavenumbers of the molecules

investigation
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1180

and
under

IMPROVEMENT OF SEMIEMPIRICAL DESCRIPTION
OF INTERMOLECULAR INTERACTIONS OF
BIOMOLECULE FRAGMENTS

Anikin N.A., Bugaenko V.L., Kuzminskiy M.B.,
Mendkovich A.S.

N.D.Zelinsky Institute of Organic Chemistry of Russian
Academy of Sciences

Semiempirical description of intermolecular interactions is
improved by addition of atom-atom potential, calibrated by
least-squares method on precise calculations MP2/aug-
cc-pVTZ 14550 reference dimers of 75 types, at the
account of surroundings specific of atoms in doking-
complexes. For H,C,N,O,F,S,Cl atoms are calibrated
parameters for 151 pair of atoms, our RMSE 0.31, and
initial PM3 - 0.65 kcal/mole. Transferability test on >14000
other (more large and difficult) dimers of 189 types: our
precision is 0.38, and PM3 - 0.71 kcal/mole

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1177

http://www.ivtn.ru
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CEKLIMA 3

MOJEJINPOBAHUE, YUCJIEHHBIE OKCIIEPUMEHTBI

SECTION 3

COMPUTER SIMULATION

ANFOPUTM BbIYUCINNIEHUA KBAHTOBAHHOIO
PAOWUYCA OPBUTbI SNTIEKTPOHA

OcTpoBckui H.B.

BaTckuii rocyaapcTBeHHbIV YHUBEpCUTeT

ANropuTM  BKMOYAET YMCNEHHOe pelleHUe CUCTEMbI
HepaBeHCcTB @(rZ,i)<e, roe € - 3ajaHHasi TOYHOCTb
HaxoxgeHus paguyca, a @(rz;) — cneunansHas yHKUus,
BblBedEeHHAs U3 KMacCUMYecKUX YypaBHEHWA Teopun

cTpoeHus atoma Hunbca bopa
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1206

ANTOPUTMbl UMUTALIMOHHbBIX MOOENEN
PACYETA O30BbIX HAFPY30K B JIECHOM
SKOCUCTEME

Mamuxunu C.B., Bagasu B.M.

MocKoBCKMI rocy0apCTBEHHbIN YHUBEPCUTET
um.M.B.JTomoHocoBa

PaspaboTaHbl noaxoasbl K MOOENUPOBaHUIO
NPOCTPaHCTBEHHO-BPEMEHHOM JOVUHaMUKK
dopMUpOBaHNS 003 NpW  PasfUYHbIX  CLEHapUsIX
noeseaeHus obbekTa B necHom aKocucTeme,

NOCMYXMWBLUME OCHOBOW ANs CO34aHUS MMUTaLMOHHbIX
[o3uMeTpuyeckux  mogenen. Hanuume pgocTaTtouyHO
nonHoro GaHka Mogenen W KapTbl [O3HbIX Monew
no3BonuT, oTcnexueas Cc nomouwbio GPS-Hasuratopa
MapLIpyT W BpeMsi OObekTa HaxOXAEHUS B [A03HbIX
nonsix, nony4yaTb QAuHaMuKy ob6nyvyeHus obbekta B
npouecce ero nepemMmelleHns U agekBaTHO OLeHUBaTb

OMacHOCTb 403bl 06NyYeHust
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1153

MMUTALUUMOHHAA MOOENb NOBEOEHUA
PAOUOHYKNNOOB B MNOYBAX CKITOHOB U
BOOOCBOPOB

Mamuxwun C.B., LamwypunHa E.H.
MockoBckuin rocygapCTBEHHbI YHUBEPCUTET
nm.M.B.JTomoHocoBa

Mone murpaumn pas3buTo Ha AnemMeHTapHble MPU3MbI.
OObekT MopenupoBaHusi  MpeAcTaBnseTcs  BBUAe
nocrnegoBaTenbHOCTM  UAWM COBOKYMHOCTU  MPU3M.
Mpoueccobl nepepacnpegeneHus pagVoHYKNNAOoB,
nogpasaenexsi Ha  OTHOCUTENbHO  MEeANEeHHbIE,
AeTepMUHUPOBaHHbIE (amddyans, KOHBEKTUBHbIN
MepeHoc, NepeHoc KOMMOHeHTamu 6moTbl) 1 BbICTpble,
obnagatowme GOMbLUON MPOCTPAHCTBEHHO-BPEMEHHON
HeonpeaeneHHocTblo  (3po3us).  BocnpousseaeHve
3PO3NOHHBIX U KOHBEKTUBHO-ANM(dY3NOHHBIX MPOLEeccoB
peanuM3yeTci C  MOMOLWbI  ABYX  aBTOHOMHbIX

nogmoaenemn
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1154

ALGORITHM OF CALCULATION OF QUANTED
ELECTRON’S ORBIT RADIUS

Ostrovskiy N.V.

Vyatka State University

The algorithm includes the numerical decision of
inequalities system @(rZ,i)<e, where € - the set accuracy
of radius calculation, and o(rz;))- the special function
deduced from the classical equations of the Niles Bohr’s

atom theory
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1206

ALGORITHMS OF SIMULATION MODELS FOR
CALCULATING THE RADIATION DOSE IN FOREST
ECOSYSTEM

Mamihin S.V., Badavi V.M.

M.V.Lomonosov Moscow State University

Approaches for modeling of space-time dynamics of dose
formation under different behavior of the object in the
forest ecosystems are handled, acting the basis for
creating simulation dosimetric models. Furthermore, fully
sufficiently bank models and map of the field doses are
allowed, following the path with the GPS-navigator and
the time of the object location in the dosimetric fields.
Therefore, we can get the dynamics of the exposed object
to radiation during movement of the object and sufficiently
estimate the risk of the radiation doses

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1153

THE SIMULATION MODEL OF RADIONUCLIDE
BEHAVIOUR IN THE SOIL OF INCLINES AND SMALL
CATCHMENTS

Mamihin S.V., Shamshurina E.N.

M.V.Lomonosov Moscow State University

The migration field is divided on partial prisms. The plant
of model operation is represented as a sequence or
population of prisms. The processes of reallocation of
radionuclides, are subdivided on relatively slow,
determined (diffusion, convective transposition,
transposition by biota components) and fast, possessing
of high spatially - temporal indeterminacy (erosion). The
imitation of erosive and convectivly - diffusion processes
is implemented with the help of two independent
submodels.

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1154
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MOOENN NPOrHO3UPOBAHUA ANHAMUKA
CUCTEM HA OCHOBE UX 3PTOAUYECKNX
CBOWCTB

MasunuHa O.B., Kyabmun B.W.

MockoBckuin rocyaapCTBEHHbIA UHCTUTYT PaaNOTEXHUKM,
3MNEeKTPOHMKN 1 aBToMaTuku (TY)

BeeneH anroputm o06paboTkM [OaHHbIX CTaTMYECKOro
paspesa, MO3BOMSIOWMA  ONpeaeniTb  NOporoBble
3HaYeHUs!, NpY JOCTMKEHUN KOTOPbIX CUCTEMbI MPOXOAAT
yepe3 kpuanc. ConocTaBneHne TaknMx TOYeK Kpuauca C
OaHHbIMU o ONHaMuKe cucTem nossonsier
NpPOrHO3NpoBaTb CPOKW HACTYNNeHus kpusmca. MNpoeeaeH
aHanus COOTBETCTBUIA KPUTUYECKUX ypOBHeW
XapakTepuUCTUK CUCTEM, COOTBETCTBYIOLLMX Kpuaucam,
peanuayembix ans Habopa nepapxmyecku
yNopsifoYEHHbIX CTPYKTYp. PesynbTaThbl
UNIOCTPUPYIOTCS PACCMOTPEHMEM AaHHbIX CTaTU4ECKOro
paspesa ona Hblo-nopkckon Gupku, rpynnbl KOMMAAHWA,
npeacTaBnsoLLmMX OTOENbHYO oTpacrb "
MHOMBYAYanbHbIX KOMMAaHWi. Ha aToln ocHoBe mokasaHbl
COOTBETCTBUSI BbISIBIIEHHbIX KPUTUYECKUX YPOBHEN MO
JaHHbIM CTaTW4ecKoro paspesa B AMHaMWKe Tpynmbl
KOMMaHUN W KOMMaHUK, a Tak e BO3MOXHOCTb

NPOrHO3HbIX OLUEHOK KPpU3NCOB B X pa3BUTUUn
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1175

MOOENMWPOBAHUE BHYTPUMONEKYNAPHbIX
NEPErPYNMMPOBOK B KAPBEHUEBbLIX NOHAX 4-
METWN-1,3-AMOKCAHA

LWopHukoer [.B., FopbyHoBa H.B., UcsikaeBa E.B.,
KanTtop E.A.

Ydumckuin rocyaapCTBeHHbIN HETAHON TEXHUYECKUI
yHUBepcuTeT

MeTtogom dyHkumoHana nnotHoctn (B3PW91/6-31G**)
paccuyuTaHbl pasnuyHble BapuaHThbl
BHYTPMMOINEKYNAPHbIX NEPErpynnMpoBOK B KapbeHMeBbIX
noHax 4-metun-1,3-guokcaHa. BbiicHeHO, 4TO no
TEPMOAMHAMUYECKUM napameTpam onTMMasnbHbIM
angaetca 1,5-caBur Bogopoga, a B pesynbtate 1,3-
neperpynnmpoBkn obpasyeTca CaMbli  3HepreTuyeckun

BbIFOAHbIA KOHEYHbI NOH
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1168

MOOENMPOBAHUE NPOLECCOB NPUBATU3ALUA
B YKPAUHE

MaHyeHko H.T".

YKpaunHcKkasi rocyaapcTBeHHas akagemumst
KenesHogopOXXHOro TpaHcnopTa

B cratbe paccMOTpeHO BnMsSHUME  B3anMMOCBSA3EWN
npoueccos npueatus3aunmm Ha co3gaHune nobaBoyHom

ctoumocTun. [lpeanoxeHo uWCNonb3oBaHWE FMHEWHOMN
MHOrohakTopHOMn perpeccmoHHon Moaenu ansa
onpeaeneHus COrnacoBaHHOCTH npoLeccoB

npueatmsaumm n UX BRUaHUe

[0o6aBOYHON CTOMMOCTHU
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1192

Ha dopMupoBaHune

MODELS OF FORECASTING OF DYNAMICS OF
SYSTEMS ON THE BASIS OF THEIR ERGODIC
PROPERTIES

Mazilina O.V., Kuzmin V..

Moscow State Institute of Radio Engineering, Electronics,
Engineering and Automatics

An algorithm for the processing of static view of data has
been introduced which makes it possible to determine
threshold values, at which systems reach the crisis. By
correlating these critical points with the system dynamics
data it is possible to predict the due dates of the crisis. A
correspondence analysis of the critical levels of the
system characteristics, which correspond to crises, has
been performed for a set of hierarchized structures. The
results are illustrated by the static view of data for the
New York stock exchange, the group of industrial
companies, and some individual companies. The
correlation has been demonstrated between the critical
levels found from the static view of data for the group of
companies and individual companies and the data on
their dynamics. Finally, predictive estimates have been
given as regards crises in their development

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1175

SIMULATION OF INTRAMOLECULAR
REARRANGEMENT IN THE CARBENIUM IONS OF
THE 4-METHYL-1,3-DIOXANE

Shornikov D.V., Gorbunova N.V., Isyakaeva E.B.,
Kantor E.A.

Ufa State Technical Oil University

Density functional technique (B3PW91/6-31G**) has
been used to calculate different variants of intramolecular
rearrangements in carbene ions of 4-methyl-1,3-dioxane.
A 1,5- hydrogen shift has been recognized to be the
optimal thermodynamic parameter. Besides, a 1,3-
rearrangement results in the formation of the most
energetically favorable final ion

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1168

MODELING OF PRIVATISATION PROCESS IN
UKRAINE

Panchenko N.G.

Ukrainian State Academy of Railway Transport

In article influence of interrelations of privatisation
processes on creation of additional cost is considered.
Use linear multifactorial regression is offered to model for
definition of a coordination of privatisation processes and
their influence on formation of additional cost

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1192

http://www.ivtn.ru
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MOLOENMPOBAHUE NPOLIECCOB
POTOU3OMEPU3ALIMM YITNEBOOOPOOOB C
CONPAXEHHBIMU KPATHbIMU CBA3AMU
Opuvarep B.E., UcxakoB M.X., Muxannos U.B.,
BapaHoB B.U.

MHCTUTYT reoxXvMnm 1 aHanmMTU4eckom XMMmnm nm.
B.N.BepHagckoro PAH

MpoBeneHo MoaenupoBaHue hOTOXUMUYECKUX
npeBpalleHnn psiga  MeTUn3amelleHHbIX — MOMeKyn
aveHoB. [lpoaHanuavpoBaHa KUHETWMKA MPOLECCOB U
OCOBEHHOCTM WX  CMeKTparnbHbIX MPOSIBNIEHUA  BO
BpeMeHW. PaccuuTaHbl KBaHTOBble BbIXOAbl PeaKLMil.
MonyyeHHble pesynbTaTbl KOMUYECTBEHHO COrMacyloTcs
C aKcrnepumeHToM. MNokasaHa BO3MOXHOCTb NPOBEAEHUS
npeackasaTtenbHbIX pac4yeToB XapaKTepuUCTUK

HOTOXMMMYECKNX PeaKLNA CIIOXKHBLIX MOMEKyn
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1162

MOOENUPOBAHUE ®OTOXUMUYECKUX PEAKLIUA
nPOU3BOOHbIX BEH30JA

UcxakoB M.X., Opuarep B.E., Muxannos U.B.,
BapaHoB B.WU.

MHCTUTYT reoxummnm 1 aHanmuTU4eCcKon XMMmm um.
B.N.BepHapackoro PAH

MpeaonoxeH MeTO4 pacyeTa KBaHTOBbIX BbIXOOOB
peakuuin. [poBegeHo MOAENMPOBaHWE  MPOLECCOB
nsomMepusaumm KCUIornos " ON3TUNBEH30MO0B.
PaccuntaHHble KBaHTOBblE BbIXOObl KOMMYECTBEHHO

COornacyrTca C 3KCnepnMeHTOM
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1167

MOOEJNTMPOBAHUE 3NIEMEHTOB MOJNEKYNAPHbIX
ANEKTPOHHBbIX YCTPOUCTB

KnioeB C.A.

Bormxcknin NONNTEXHNUYECKUIA UHCTUTYT

N- n S- cogepxalume retepounKM4eckne CoeanHeHus
paccMOTPEHbI Kak MOAenn MOMEKYNAPHbIX 3MEeKTPOHHbIX
YCTPOWCTB. M3y4yeHbl HayvanbHble W Of4HOJINEKTPOHHO

OKMCIeHHbIe hOopMbl
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1160

ONTUMUIALNA METOLA NMOUCKA
OYHKLUMOHAINBbHO CXOAHbLIX BEJNTIKOB 3YKAPUOT
C ONPEQENEHHOW BTOPUYHOW CTPYKTYPOM

Mpuwaesa T.M., JapaweB C.{., BoraaHoB 10.®P.
WHcTtutyT obweit reHeTtukn um.H.M.BaBunosa PAH

B npoteome nnaHapuu Schmidtea mediterranea
npoBefeH nouck in silico BO3MOXHbIX opTonoroe 6enkos
Zip1p, ZYP1, SYP-1, C(3)G u SYCP1, cdopmupyoLmx
nonepeyHole  ubpunnel  (MP)  cMHaANTOHEMHOro
KOMMiekca y pasHblX BUOOB 3ykapuoT. M3 Gonee yem
650 6GenkoB, CXOAHbIX MO NEPBUYHOM CTPYKTYpe C
nsBectHbiMn G6enkamu MNP, otobpaHo Tonbko ABa. Ha
OCHOBE 3TOrO nccnegoBaHus NpeanoXxeH
ONTUMU3MPOBAHHBIN  METO4 Moucka (PYHKLMOHAmNbHO
CXofAHbIX BernkoB aykapuoT C onpegerneHHON BTOPUYHON
CTPYKTypoOu

http://www.ivtn.ru/2009/confs/enter/paper.php?p=1166

SIMULATION OF PHOTOISOMERIZATION
PROCESSES OF HYDROCARBONS WITH
CONJUGATE MULTIPLE BONDS

Dridger V.E., Ishakov M.X., Mihaylov i.V., Baranov V.I.

Institute of geochemistry and analytical chemistry of
V.l.Vernadskogo RAN

Simulation of photochemical conversions of dienes
methylated molecules is carried out. Kinetics of the
processes and time dependent spectral curves are
analysed. Quantum yields of the reactions are calculated.
Obtained results agree with experiment data quantitavely.
Possibility of realisation of predictive calculations of
photochemistry reactions characteristics of complex
molecules is shown

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1162

MODELLING OF PHOTOCHEMICAL REACTIONS OF
BENZENE DERIVATIVES
Ishakov M.H., Dridger V.E., Mihaylov I.V., Baranov V.I.

Institute of geochemistry and analytical chemistry of
V.l.Vernadskogo RAN

Method of calculation of quantum yields of reactions is
offered. Modelling of photo-isomerisation processes in
xylene and diethylbenzene is carried out. Calculated
quantum vyields are in quantitative agreement with

experimental data
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1167

MODELING OF ELEMENTS OF MOLECULAR
ELECTRONIC DEVICES

Klyuev S.A.

Volga Polytechnic Institute

N- and S-containing heterocyclic compounds as model
elements of the molecular electronic of devices were
considered. The initial and one electron oxidized forms

were studied
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1160

OPTIMIZATION OF THE METHOD OF SEARCHING
FOR FUNCTIONALLY SIMILAR PROTEINS OF
EUKARYOTES WITH DISTINCT SECONDARY
STRUCTURE

Grishaeva T.M., Dadashev S.Ya., Bogdanov Yu.F.
V.l. Vavilov Institute of General Genetics of Russian
Academy of Sciences

An in silico search of potential orthologs of proteins Zip1p,
ZYP1, SYP-1, C(3)G, and SYCP1, which form the
transverse filaments (TF) of the synaptonemal complex of
various eukaryotes, has been performed in the proteome
of planarians Schmidtea mediterranea. Of 650 proteins
similar in their initial structure to the known TF proteins
only two have been selected. Based on this study an
optimized method of search of functionally similar proteins
of eukaryotes with a definite secondary structure has
been proposed

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1166
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CTPYKTYPHO-®YHKUMUOHAIBbHBIE U
KOH®OPMALMOHHBIE NPEONOCHLINIKA
CTPATEMW OOKUHIA B PEOAKTOPE MOLEGRO
VIRTUAL DOKING HA MOOENTM ®PUBPOHEKTUHA
BOBUCHOIO

®denoToB A.B., OBuapyk U.H

KemepoBckas rocyaapcTBeHHas MeanUmMHCKasa akagemmsi

M3noxeHbl BO3MOXHOCTU CTPYKTYPHO-OYHKLIMOHAMNbHOIO
M KOH(POPMALIMOHHOIO aHanuMsa MaKpoMomnekyn Aans
uenenm mnoucka HWULIN,NOArOTOBKM MOAENU W aHanu3a
NPOLECCOB MNOCTaHOBKM B [AOK NUraHgoB pasfnyHOro
HasHayeHus. O6eyxaeHbl BO3M>XHOCTU HOBOrO
pegakTopa Anst MonekynsapHoro gokuHra Molegro Virtual
Doking u ero npeumywectsa MO CpaBHEHMIO C
cywectBylowmmn.  lNMpogenaH  aHamM3  HEKOTOPbIX
WHCTPYMEHTOB 1 noaxodbl  Ans  aaddUHHbIX

XapakTnepucTuk ubpoHeTnHa 60BUCHOIO
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1156

YUCNEHHOE UCCINEAOOBAHUE 3A0AY
PACCEAHUA U NOIMOLEHUA
ONEKTPOMAIHUTHbIX BOJIH ANANMO30HA
MOBWUIIbHOW CBA3M HA HEOOQHOPOHbIX
BUONOMMYECKUX TKAHAX

BoponuHa H.10., Kynukos C.I1.

MockoBckuin rocyaapCTBEHHbIA UHCTUTYT PaaNOTEXHUKM,
3MNeKTPOHMKN 1 aBToMaTuku (TY)

B pabote paccmatpvBaeTcsa 3agaya  UMCMEHHOro
aHanusa B3aVMOAENCTBNSA 3NeKTPOMarHUTHOro
n3nyyYeHus ananasoHa MobunbHoun ceAsm u apyrux CBY-
WCTOYHMKOB C  HEOAHOPOAHbIMM  Bronornyeckumn
opraHamMn u TkaHamMu. 3agaya mnocTaefeHa B CTPOron
dopmynmpoBke Ha OCHOBE OOBLEMHbIX WHTErpanbHbIX
ypaBHeHWN 3MeKTPOANHAMMKM " janee B
MaTtemMaTM4ecKoOM MNfaHe CBOAWUTCA K  YMCIIEHHOMY
pelweHno BGOoMbLUMX KOMMIEKCHBIX CUCTEM JIMHENHbIX
anrebpavyeckmx ypaBHEHUI c CUMMETPUYHOM
HeapMuTOBOM MaTpuuen. Ona peweHns Takux CNAY
060OCHOBBLIBAETCA MPUMEHEHVWE MeToda OnTUMarbHON
npocTon uTepauun. YcnewHoe npuMeHeHne MeToaa
MOIN 6asupyeTca Ha 3HaAHWUWM CheKTpanbHbIX CBOWCTB
WHTerpanbHOro  onepatopa Mepexoga, a 3atem
COOTBETCTBYIOLLEN eMy MaTpuLbl Nepexoaa, a Takke Ha
pa3paboTaHHbIX SBHbLIX anropuTMax Mo OnpeaereHuio
ontumansHoro napametpa MOTN. lMpu nepexoge oT
3afadn C pedkon BbIYUCIIUTENbHOW CETKOW K 3adade C
bonee ryctom CeTKOM  MCNOMb3yeTCA  MPUHLWN
HEN3MEHHOCTN OMTUMAarbHOrO napameTpa. YuCreHHo
pelleHbl HEeKOTOPble KOHKpPEeTHble 3aJayn MOrnoLeHus
3MEeKTPOMarHUTHOrO M3nyYyeHnss guana3oHa MoBurbHOWM

CBSI3M HA MOAENSAX YernoBEeYECKMX OPraHoB N TKaHen
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1210

STRUCTURALLY FUNCTIONAL AND
CONFORMATIONAL PRECONDITIONS OF STRATEGY
DOKING IN EDITOR MOLEGRO VIRTUAL DOKING ON
MODEL FIBRONECTIN BOVINUM

Fedotov A.V., Ovcharuk I.N.
Kemerovo State Medical Academy

Possibilities structurally functional and conformational the
analysis of macromolecules for search of a niche,
preparation of model and the analysis of processes of
statement in dock ligands of different function are stated.
Are discussed possibility the new editor for molecular
doking Molegro Virtual Doking and its advantages in
comparison with the existing. The analysis of some tools
and approaches for affinity characteristics fibronectin
bovinum is done

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1156

NUMERICAL ANALYSIS OF SCATTERING AND
ABSORPTION PROBLEMS OF ELECTROMAGNETIC
WAVES OF A MOBILE COMMUNICATION RANGE ON
NON-UNIFORM BIOLOGICAL STRUCTURES

Voronina N.Yu., Kulikov S.P.
Moscow State Institute of Radio Engineering, Electronics,
Engineering and Automatics

The problem of the numerical analysis of interaction of
electromagnetic waves of a mobile communication range
and other microwaves sources with non-uniform biological
bodies and structures is put in the strong formulation on
the basis of the volume integral equation and further in
the mathematical plan is reduced to the numerical
solution of large complex systems of the linear algebraic
equations (SLAE) with symmetric non-hermit matrix. For
the solution, such SLAE application of a method of
optimum simple iteration (MOSI) proves. Successful
application of this method is based on knowledge of
spectral properties of the integral transition operator and
on the developed algorithms of optimum parameter MOSI
definition. The principle of optimum parameter stability is
used at transition from a problem with a rare computing
grid to some with a dense one. Some absorption
problems of electromagnetic waves of a mobile
communication range on models of human bodies are
numerically solved

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1210

http://www.ivtn.ru
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CEKIIMS 4

BU3YAJIM3ALUA B HAYUYHBIX HCCIIEJOBAHUAX

SECTION 4

VISUALIZATION IN SCIENTIFIC RESEARCHES

QM U MD-UCCNEAOBAHUE UHULMNPOBAHUA
ANb®A-CMMNPAINTU3ALIMU NENTUOOB KUCNbIMU U
OCHOBHbIMU AMUHOKUCIIOTHbLIMU OCTATKAMMW.

KonapaTteeB M.C., KabaHoB A.B., Komapos B.M.
UHcTutyT Brnodmankm knetkn PAH

B pabore Ha ocHOBe nNpoBedeHHbIX KBaHTOBO-
XMMWYECKNX W  MOMEKYNAPHO-AMHaMNYECKNX pacveToB
npouecca cnnpanusauunn KOPOTKUX nentngos
obcyxpgaeTcsd  BO3MOXHbIA ~ MeXaHu3M  YCKOPEHHOro
obpas3oBaHMsa NepBoro BuTka anbda-cnvpanu. NokasaHsbl
TOYKM CTapTa M TOYKM TEPMMHALUMKM Takoro mpouecca, a
TaKKe MPOBEAEHO CpaBHEHWE C 3KCMepUMeHTanbHbIMU

AAaHHbIMU
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1204

R"Y rPABUTALMA U QUHAMUYECKOE HAPYLUEHUE
CAMMETPUU

KoTtBuukum A.T., KproukoB .B.

YKpauHckasi rocyfapcTBEHHas akagemusi TpaHcnopTa

[laHHoe uccnegoBaHMe  MOCBSILLEHO  BO3MOXHOCTU
OWHaMMYeckon reHepauum GEPMUOHHON Maccbl WU
OVHaMWYECKOMY HapyLLEHWIO CUMMETpuUX B doopmanuama
ypaBHeHun LlBuHrepa—[ancoHa pAna rpasuTaummM C
NPOU3BOMbHLIMA  CTENEHAMWU  CKamnspHOW  KPUBMU3HbI.
lMoka3zaHo, 4TO B cny4ae NfoOCcKON (POHOBON METPUKU
Takoh agpdekT OTcyTCcTBYeT (B  pamkax  3Toro
dopmanuama). B crniyyae nponsBonbHOIrO MCKPUBIIEHHOTO
(POHOBOr0 MPOCTPAHCTBA — BPEMEHU Takom 3pdekT
MOXET UMEeTb MECTO M Torga HeobXxoOMMO yuuTbiBaTb B
narpaxuvaHe rpaBuWTaLMOHHOIO MONSA BCe craraemble
TaKkoro Tuna, Tak Kak OHW [aloT OAWMHAKOBbIA BKrag no

MalnbliM KBAHTOBbIM MonpaBkamM
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1190

QM AND MD-INVESTIGATION OF INITIATION OF
ALPHA-HELIMERIZATION OF PEPTIDES BY ACIDIC
AND BASIC AMINO-ACID RESIDUES

Kondratev M.S., Kabanov A.V., Komarov V.M.
Institute of Cell Biophysics of Russian Academy of
Sciences

A possible mechanism of the accelerated formation of the
first alpha-spiral turn is discussed in the paper on the
basis of quantum-chemical and molecular mechanics
calculations of the short peptide spiralization process.
Starting and termination points of such a process are
shown, as well as the comparison with the experimental
data is performed

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1204

R"“ GRAVITATION AND DYNAMIC SYMMETRY
BREAKDOWN

Kotvytskiy A.T., Kryuchkov D.V.

Ukrainian State Academy of Transport

The investigation is concerned with the possibility of the
dynamic generation of fermionic mass and the dynamic
symmetry breakdown in the formalism of Schwinger—
Dyson equations for the gravitation with arbitrary degrees
of scalar curvature. Such an effect has been shown to be
absent in the case of the flat background metric (within
the frames of the formalism given). However this effect
can occur in the case of the arbitrary curved background
space-time. In this case all the summands of this type
should be taken into account in the gravitation field
lagrangian because of their similar contribution into small
quantum corrections

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1190
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O BNNAHUN NONEPEYHOIO MArHUTHOIO Nons
HA PASMEPHOCTb ®NYKTYALMOHHOMN
NMAPANMPOBOOUMOCTU B MOHOKPUCTAJAX
YBA;CU;zALzO07.2

Bogek P.B., 3aBropogHun A.A., O6oneHckun M.A,,
Camownnos A.B.

XapbKOBCKWIN HALMOHAaNbHLIA YHUBEPCUTET UM
B.H.KapasuHa

B pabote wuccrnefoBaHO — BRUSIHAE — MOCTOSIHHOIO
MarHuTHoro nons o 12.7 k3 npu opueHtauun Hj|c Ha
pasnuyHble pexuMbl hnyKTyaLMOHHON

napanpoBoguMocT MoHokpuctannos YBaxCus Al,O7.5
(z=0.5) ¢ opgHoHanpaBneHHom cuctemon [ npwu
reomMeTpuu npoTekaHusi TpaHcnopTHoro Toka l||Af, koraa
BMMSHWE  [OBOWHMKOB Ha  MpoOLECCbl  paccesHus

HocuTenemn MWHUMUN3NPOBAHO
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1187

MUK 3ODEKT B TEKCTYPUPOBAHHbIX YBCO-
KPUCTAJIAX CNNABO NETMPOBAHHbIX CEPEBPOM
Bogek P.B., lotHuk A.A., 3aBropogHuin A.A.,
O6oneHckuit M.A.,KoBau M., AHtan B., OQuko .,
®Pexep A.

XapbKOBCKMIN HaUMOHarbHbIN YHUBEPCUTET UM
B.H.KapasnHa

B HacTosilen paboTe akcnepumeHTanbHO uccreaoBaHbl
KpvBble HamarHuumBaHus M(B) B TeKCTypuMpOBaHHbIX
ob6pasuax YBayCu3z07.5 1 YBaxCusz«AgxO7.5 (Npn x<0.02).
OBGHapyxeHOo NosiBrieHNne MakCcuMmyma HamarHM4iMBaHusi B
npomexyToudHbix nonax (Muk-acpdekt - MI), koTopbIN
Habnogancs B AOCTAaTOMHO  LUMPOKOM  AvanasoHe
Temnepatyp 40 K<T<75 K npu opueHTaunmm marHuTHoro
nons Hj|c. MokasaHo, 4TO BNMAHME Ha MO obGbemHoro
MUHHWHIa OOMUHMpYeT npu bonee HU3KNX
Temnepartypax, a BMusHWE MOBEPXHOCTHOIO MUHHUHIA -
npu 6Gonee BbICOKUX. 3HAYEHMWE jomax ONA KpUCTanNsoB
YBazCus.xAgxO7.5 CMeLlaeTcss B CTOPOHY 6ornee BbICOKMX
MarHUTHbIX MOMEel, 4YTO, BO3MOXHO, CBSI3aHHO C
Hanuunem  OOMONHMUTENbHbIX  LEHTPOB  MWHHMHra

obpa3oBaHHbIX 3a aToMamu cepebpa
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1185

PE3UCTUBHbIE UCCITEAOBAHUA NCEBAOOLLENN B
CNABO NErTMPOBAHHbLIX NPASEOAUMOM
MOHOKPUCTANNAX YBACUO C 3A0AHHOW
TOMONOMMEN NIOCKUX OE®EKTOB

Bosk P.B., 3aBropogHum A.A., O6oneHckun M.A.,
CamomnoB A.B., MetpeHko A.T'.

XapbKOBCKUI HALMOHAarmbHbIVi YHUBEPCUTET UM
B.H.KapasnHa

B pabote vccnegoBaHo BnusiHMe crnaboro nervpoBaHust
npaseoguMoM Ha MPOBOAMMOCTb B ©6a3UCHOW MIOCKOCTH
BTCI-moHokpuctannos YBaCuO. YcraHoBneHo, u4TO
n3bbiTovHasa nposoammMocTb Ac(T) 0OpasuLoB B LUMPOKOM

MHTepBarne Temneparyp T<T<T* nogvnHseTcs
3KCMOHEHUManbHom TemnepaTypHou 3aBMCUMOCTM
Ao~(1-T/T*)exp(A*api T) 7 MOXeT ObITb

WHTEPNPETMPOBaHa B TepMMHAX TeopuM KpoccoBepa
BKW-B3K, roe T* npeacraeneHa, kak cpepHenonesasi

Temnepartypa CBepxnpoBoasLlero nepexoja
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1184

ABOUT THE INFLUENCE OF TRANSVERSE
MAGNETIC FIELD ON DIMENSION OF
FLUCTUATIONAL PARACONDUCTIVITY IN
MONOCRYSTALS YBA;CU3zALzO7.4

Vovk R.V., Zavgorodny A.A., Obolenskii M.A.,
Samoilov A.V.

V.N.Karazin Kharkov National University

The paper deals with the influence of static magnetic field
up to 12.7 kOe with the orientation H|c on various
regimes of fluctuational paraconductivity of monocrystals
YBayCus.,Al,O7.5 (z=0.5) with a unidirectional DW-system
with the geometry of transport current [||DG, when the
influence of twins on carrier scattering is minimized

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1187

PEACK-EFECT IN AG-DOPED MTG-YBCO CRYSTALS

Vovk R.V., Lotnyk D.A., Zavgorodnij A.A., Obolenskii
M.A., Kovac J., Antal V., Diko P., Feher A.

V.N.Karazin Kharkov National University

M(B)-curves were experimentally investigated. Fishtail-
effect (FE) was observed in MTG- YBa,Cu3O7.5 and
YBa2>Cus.xAgxO7.s (at x=0.02) crystals in wide temperature
range 40 K<T<75 K at orientation of magnetic field H||c. It
was obtained that influence of bulk pinning on FE is more
effective at low temperatures while influence of surface
barriers is more effective at high temperatures. The value
je.max for Ag-doped crystals is bigger then for a pure one
that caused by an additional pinning centers by means of
silver atoms

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1185

RESISTIVITY INVESTIGATIONS OF PSEUDOGAP IN
SLIGHTLY DOPED BY PRASEODYMIUM YBACUO
SINGLE CRYSTALS WITH THE GIVEN TOPOLOGY OF
FLAT DEFECTS

Vovk R.V., Zavgorodny A.A., Obolenskii M.A.,
Samoilov A.V., Petrenko A.G.

V.N.Karazin Kharkov National University

In present work we have investigated the conductivity in
the basis plane of the slightly doped by Pr and of
YBaCuO single crystals. It is shown, that the excess
conductivity Aco(T) for the analyzed samples shows
dependence  AG~(1-T/T*)exp(A*a/T) in a  wide
temperature range Ti<T<T*, where T* is the mean field
temperature  of  superconducting transition. The
temperature dependence of the pseudogap can be
satisfactorily described in terms of the BCS-BEC

crossover theoretical model
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1184
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CTPYKTYPHAA PENAKCALUA B
MOHOKPUCTAININAX HO41BA,CU;07.AC
HEOOCTATKOM KUCITOPOOA

Bosk P.B., O6oneHckuin M.A., 3aBropogHuii A.A.,
Camownnos A.B.

XapbKOBCKMI HaUMOHamNbHbIA YHUBEPCUTET UM
B.H.KapasuHa

B paboTte uccnegosaHo BMAHME OTXKMUra NPy KOMHATHbIX
Temneparypax Ha NpoBOAMMOCTb B 6a3MCHON NOCKOCTU
MoHokpuctarna  HoiBaxCuzO7.5 € MOHWKEHHbIM
cofepXXaHWeM KUCIOPOAa, 3akaneHHbIX OT TemnepaTtyp
650°C. OG6HapyxeHo, 4TO B npouecce oOTXura
npovcxoanT obllee paclmpeHne obnactv NUHENHON
3aBUCUMOCTU Pap(T), CMeLleHne BHU3 Mo Temnepartype
yyacTka, COOTBETCTBYHWLIEro nepexogy  Metann-
OVMANEeKTPUK U 3HauuTenbHas TpaHcdopmaumnm dgopmbl
PEe3NCTUBHBLIX  Nepexoios B  CBepxnposopfslliee
coctosiHne. [pn  atom  abconmoTHas  BenuM4vuHa
TemnepaTtypbl OTKPbITUS MCEBAOLLENN YMeHbLUaeTCs
npubnuamtensHo Ha 20 K. [Mony4eHHble pe3ynbTathbl
0bBbACHAIOTCA ynopsigoveHueM nabunbHOro kvcropoga
6e3 n3meHeHus ero koHueHTpaumu B obpasue. CaenaHa
oueHka XapaKTepHbIX pasmepos Knactepos
XapaKTepu3yoLLMXcs pasnuyHbIM coaepxaHvem
Kucnopoga, a Takke NpoBefeH CpaBHUTENbHbIN aHanm3a
3KCMEepPMEHTarbHbIX AaHHbIX c oLeHKamu,
MONyYeHHbIMW B paMKax  KrnacTepHoW  Teopuu

BblCOKOTeMI’IepaTypHOVI CcBepXnpoBOoANMOCTHU
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1186

®EHOMEHOJIOr'NMYECKOE OMNUCAHMUE ®A30BbIX
NEPEXOAOB B INTUN AMMOHWUU CYJIb®ATE

Wamwuu AN
YKpauvHckasi rocyaapcTBeHHasa akagemumsi
XKenes3Ho4opOXXHOro TpaHcrnopTa

Mcxoga wn3  Teop. TrpynnoBOro aHanu3a HawaeHo
peneBaHTHOE  HENpMBOAUMOE  MpeAcTaBneHve  no
KOTOPOMY MPOUCXOAUT CErHeTo3nacTu4ecknin pas3oBbii
nepexog B KpucTanne CerHeToanekTpuka -
CerHeToanactuka nNUTust aMMoHusa cynbdara. [NocTpoeH
TEPMOAMHAMWYECKNA MOTEHUMarn, OnuCbIBalOWNUA 3TOT
NnceBOOCOOCTBEHHbI nepexop. Mony4eHsl
TemnepaTtypHble 3aBUCMMOCTW KOHCTaHT XXECTKOCTMW,
KOTOpbIE XOPOLLO COrfacylTcsa C 3KCNepUMeEHTanbHbIMN

AaHHbIMWN
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1188

STRUCTURAL RELAXATION IN OXYGEN DEFICIENT
HO1BA.CU307.A» SINGLE CRYSTALS

Vovk R.V., Obolenskii M.A., Zavgorodny A.A.,
Samoilov A.V.
V.N.Karazin Kharkov National University

The effect of annealing at room temperatures on the
conductivity in the basis plane of oxygen deficient
Ho1BayCuzO7.5 single crystals, tempered from a
temperature of 650°C is investigated. We determine that
during the annealing process an extension of the area of
the linear dependence of the resistivity pa(T) occurs. A
shifft ~downwards of the temperature interval
corresponding to the metal-to-insulator transition and a
considerable transformation of the form of the resistivity
transfers to the superconducting state was observed.
The absolute value of the temperature that the pseudo-
gap regime commences is reduced by about 20 K. The
results are attributed to labile oxygen ordering without
changing the concentration of oxygen in the sample. The
estimation of the cluster sizes is characterized by the
differences in oxygen content. We perform a comparative
analysis between the experimental data with the
predictions of the high-temperature superconductivity
cluster theory

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1186

THE PHENOMENOLOGICAL DESCRIPTION OF
PHASE TRANSITIONS IN LITHIUM AMMONIUM
SULPHATE

Shamshin A.P.

Ukrainian State Academy of Railway Transport

Starting with theorgroup analysis the relevant irreducible
representation on which  occurs ferroelastic phase
transition in a ferroelectric - ferroelastic crystal of lithium

ammonium sulphate is found. The thermodynamic
potential featuring this pseudoproper transition is
constructed. Temperature dependences of elastic

constants which will well be come to agreement with
experimental data are gained

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1188
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OBPABOTKA JAHHBIX, BA3bI JAHHBIX, AHAJIN3 JTAHHBIX

SECTION 5

DATA PROCESSING, DATABASES AND DATA ANALYSIS

“DRUG” — KOMINbLIOTEPHAA BA3A XPAHEHUA
XUMUYECKNX U BOJNTOMNMYECKUX AHHBIX HA
OCHOBE CUCTEMbI YNPABINEHUA BA3AMU
OAHHBIX MYSQL

Morpe6Hsk A.B., BotuHues H.I.

MaTuropckas rocynapcteeHHasa dpapmavueBTudeckast
akagemus

OcHoBow nobor Hay4yHoW OesTENbHOCTU ABMsieTcs coop
JaHHbIX, WX cuctematmsaums u aHanus. OgHum u3
nyyqwux cpencts pabotbl ¢ MHopMauuen cnyxat

pensunoHHble 6a3bl AaHHbIX (B)
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1205

MMUTALMNA KOH®OPMALMOHHOIO NOBEOEHUA
ONMHHOLUIENOYEYHbIX NMONIMEHOBLIX
XUPHOKUCNOTHbLIX KOMIMNOHEHTOB
dOoCHOoNMNMAOB METOAOM MOHTE-KAPJIO: OT
WCCNEQOBAHUSA CBOMUCTB K MPEACKA3AHUIO
®YHKLMUA

Pa6uHoBuuy A.J1., Punattu N.0.,Ctonsipos A.C.
WHcTtuTyT Bronormun Kapenbckoro Hay4Horo ueHTpa PAH

PaccmotpeH Bonpoc o0 cBoWcTBax WU  (PYHKUMAX
HEeOObIYHbIX “ONUHHOLIENOYEYHbIX” MOMMHEHACbILWEHHbIX
XUPHOKMUCMOTHbIX KOMMOHEHTOB MOreKyn
dochonnnaos nNpnpogHsix MembpaH. Metogom MoHTe-
Kapno npoBegeHa wumuTaumMsi COBOKYMHOCTU — TaKMX
HeOOblYHbLIX Lener W pacyeT psga WX  CBOWCTB.
Mony4eHHble pe3ynbTaThl NO3BONSAIOT KOHKPETU3MPOBATb
" obocHoBaTb BO3MOXHbIE dyHKUMN

“ONTMHHOLIENOYEYHbIX” KOMMOHEHTOB B GMoMeMbpaHax
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1165

MCMNOJIb30OBAHWE BEMBIET-AHAIIN3A MNPU
MOHTE-KAPJ1O MOOENTNMPOBAHUN ®A30BbIX
NMEPEXOOOB

Wamwnx AN

YKpauHckasi rocyapcTBeHHasi akagemums
XKenesHo4opOXXHOro TpaHcnopTa

Llenblo HacTosilwei paboTbl SBMSETCH MpUMEHeHue

“DRUG” — A COMPUTER CHEMICAL AND
BIOLOGICAL DATA STORAGE BASE WITH THE
DATA BASE MANAGEMENT SYSTEM MYSQL AS A
BACKGROUND

Pogrebnyak A.V., Votintsev N.P.

Pyatigorsk State Pharmaceutical Academy

Any scientific work is based on data acquisition, data
systematization and analysis. Among the best means of
handling information are relational databases (DB)

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1205

MONTE CARLO COMPUTER SIMULATIONS OF
CONFORMATIONAL BEHAVIOUR OF VERY LONG
CHAIN POLYENOIC FATTY ACID CONSTITUENTS OF
PHOSPHOLIPIDS: FROM THE STUDY OF THEIR
PROPERIES TO PREDICTION OF FUNCTIONS

Rabinovich A.L., Ripatti P.O., Stolyarov D.S.
Karelian Research Centre of Russian Academy of
Sciences

Properties of unusial “very-long-chain” polyunsaturated
fatty acids of natural membrane phospholipids are
considered and functions of the chains are discussed. To
study the properties of such unusial lipid chains Monte
Carlo computer simulations were performed. Possible
functions of “very-long-chain” polyunsaturated
constituents can be specified and founded using the
calculated properties

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1165

WAVELET ANALYSIS IN MONTE CARLO SIMULATION
OF PHASE TRANSITION

Shamshin A.P.
Ukrainian State Academy of Railway Transport

The objective of this paper is to use wavelet analysis

BerBner — aHanusa (BA) npu MoHTte-Kapno (MK) (WA) in Monte Karlo (MK) simulation of phase transitions

mMogenupoBaHun ¢asoBbix nepexogoB (Pr1) n pacuetre (PT) and in calculation of the thermodynamical

TePMOANHAMMNYECKNX napameTpos Kpuctanna parameters of

deppoanekTpuka — deppoanactmka nutuss ammoHusi  ferroelectric/ferroelastic  crystal LINH4SO4  (lithium

cynegarta (JIAC) LiNH4SO4 ammonium sulfate)
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1183  http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1183
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MCMNONb30OBAHMUE LIEHTPAINIbHO-CUNOBOW
CUCTEMbI ECTECTBEHHbLIX KOOPOUHAT B
PACYETAX BEPOATHOCTEW M3OMEPHbIX
MPEBPALLEHUNA

Muxannos U.B.

VIHCTUTYT reoxvMnm 1 aHanmMTU4eCckom Xnmmm
um.B.N.BepHagckoro PAH

Mcnonb3oBaHue LeHTparnbHO-CUNOBON cucTeMbI
€CTEeCTBEHHbIX KOOpAMHAT MNpu pacyéTe BeEpPOATHOCTEN
M3OMEPHbIX  MPEBPALLEHUA  MO3BOMSET  MOMHOCTbLIO
aBTOMaTM3npoBaTb Ty 4acTb BbIYMCIIEHUN, KOTOpas
Kacaetcs onpegeneHns BMAa CBA3M mexay

HOpMarbHbIMW KOOpANHATaMmn N30MePHbIX hopm
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1159

UCCNEQOBAHUE ®U3UKO-XUMUYECKUE
CBONCTBA ®UBEPOHEKTUHA BOBUCHOIO
MHCTPYMEHTAMU KOMMNMBbKTEPHbLIX MPOrPAMM
INFORMAX SUIT 8 U CLC PROTEIN

OBuapyk U.H., ®epotoB A.B.

KemepoBckas rocyaapcTBeHHas MeaULUMHCKasa akagemumsi

He cmoTps Ha TO, YTO MHOrMe MpUHUMNBI U Uenn Ans
obcyxaaeMoro Hamu HampaBfeHWs UCCefoBaHUn -
6uonmxnHepusi 6enkoBbIX CTPYKTYp, OCTalOTCA BO
MHOTOM [eKnapaTuBHbIMW BCE Xe HeKOoTopble Yycrnexu
MOCTEeNeHHO CTaHOBATCH Bce Gonee oyeBMAHbIMU. Tak C
nomotubto KI InforMax n CLC Protein Bo MHOrom ctanmu
bonee MNOHATHbI MPUHLMNBLI OpraHn3auuyM GenkoBbIX
CTPYKTYP B 3BOSIOLMOHHOM MriaHe a MX MCnonb3oBaHue
BHECNO [OCTaTOMHO BECOMbIA BKMa4 B 3HaHUMA O
6enkoBbIX ~ CTPYKTypax W WX  NPOCTPaAHCTBEHHON
cTpykType. [lpyras obnacte koTopyto Mbl obcyxaaem B
JoKknage-aTo  BO3MOXHOCTE  C MOMOLLbBIO KM
MogenupoBaHus GenkoB uccrnegoBaTb Mogenb B
nydywem Buae, YeM OHa U3y4yaeTcs Ha YPOBHE PEHTreHo-
CTPYKTypHOro aHanusa 6enka u T1em Oonee, 4to ee
MOXHO npegnocrnatb Takoro poga WUCCNeaoBHUAM,
COoKpaliass TeM cambiM 3aTpaTbl Ha MWCCNefoBaHUs.
MocnepHee nonoxeHue 0cobeHHo KacaeTcs
nccnegoBaHuni B  obnactu 6ruomeamumHbI "
NMPOEeKTUPOBaHUM fleKapcTB a Tawkke nNWraHgos W
nentugos. B aTol cBA3M orpomHas [ons nccrefoBaHuin
nepemectTunacTte B 06nactbe METO4OMNOMMM NPOTEOMUKH .
aHanu3 nNpoTeonuTMYecknx parmMeHToB, rMapodUnbHoO-
rmapooBHbIX B3aVMOAENCTBUN 6enkos c
MUKpocybcTpaTamm CBOEro okpyxeHusi, ¢ Kn membpaHon
N NOBEPXHOCTbIO B1OPeakTopoB B BMOTEXHOMOTMYECKOM
npoussoactee (Rubing,1997) 6uoaetekTopbl (Moore et
al. 1997), 6wuoceHcopbl (Kumamarut et al.1998) wu
HanpaBneHHOro TpaHCcnopTa feKkapCTBEHHbIX BELWECTB B
obnacteb  naTtomormyeckoro  nospexpeHuss  Kn  u
TkaHen(Pai et al. 1996). Ha npumepe 6enka ®H nokasaHa
npakTudeckas nanutpa BosamoxHocTen Kl ncnons3osatb
MX B OTOM KayecTBe M YyKasaHbl (peHOMeHanbHble
ycnosusi npu kotopbix KM moryT 6biTb MCMOMNb30BaHbI,
Kak WHCTpYMeHTanbHoe CPeAcTBo pelueHns
npakTuyecknx 3agad 6enkoBoW MHXeHepun - obnactu

MPaKTN4YeCKoro NpuMeHeHns 6MOMH(bOpMaTI/1KVI
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1176

METHOD OF CENTRAL-FORCE SYSTEM OF
NATURAL COORDINATES IN ISOMER
TRANSFORMATION PROBABILITY CALCULATIONS

Mihaylov L.V.
V.l.Vernadsky Institute of Geochemistry and Analytical
Chemistry of Russian Academy of Sciences

Central-force system of natural coordinates application
turns the determination a kind of normal coordinates
mixing into fully automatic module of the software for
isomer transformation probability calculations

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1159

RESEARCH PHYSICAL AND CHEMICAL PROPERTIES
FIBRONECTIN BOVINUM TOOLS OF COMPUTER
PROGRAMS INFORMAX SUIT 8 AND CLC PROTEIN

Ovcharuk I.N., Fedotov A.V.
Kemerovo State Medical Academy

Not looking at that many principles and the purposes for a
direction of researches discussed by us - bio-engeniring
albuminous frames, remain in many respects declarative
nevertheless some successes gradually become more
and more obvious. So by means of KI InforMax and CLC
Protein principles of the organisation of albuminous
frames in the evolutionary plan became in many respects
more clear and their use has led powerful enough
contribution to knowledge of albuminous frames and their
regional frame. Other range which we discuss in the
report-it possibility by means of PK modelling of proteins
to investigate model in the best possible way, than it is
studied at level of rentgeno-structural analysis of protein
and the more so, that it it is possible to premise such
uccnegosHuaM, reducing thereby expenses  for
researches. Last position especially concerns researches
in the field of biomedicine and designing of medicines and
also ligands and peptides. Thereupon a huge lobe of
researches migration in methodology range proteomics -
analysis proteolityc fragments, it is hydrophilic-
hydrophobic interactions proteins with microsubstrata of
the environment, with Kn a membrane and a surface of
bioreactors in biotechnological effecting (Rubing, 1997)
biodetectors (Moore et al. 1997), biosensors (Kumamarut
et al.1998) and the directed transport of medicinal
materials in range of pathological damage Kn and fabrics
(Pai et al. 1996). On protein Fn example the practical
palette of possibilities PK is shown to use them in this
quality and be specified phenomenal conditions at which
PK can are used, as tool means of the decision of
practical problems of albuminous engineering - ranges of
practical application of biocomputer science

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1176
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KBAHTOBOXUMWUYECKOE UCCNNEOOBAHUE
TEPMWYECKOW NEPErPYNMUPOBKU A, T -
OUMETUNANNNNOBOIO 3®UPA OPTO-
METOKCU®EHONA

MuTarvd O.H., HagbipwuHa E.B., LlopHukoBa E.11.,
Kniouapesa E.B., Kautop E.A.

Ydumckuin rocyaapCTBeHHbIN HEDTAHON TEXHUYECKUI
yHuBepcuTeT

YcTaHOBMEHO, YTO TepMuyeckasl neperpynnuposka d,y-
OMMeTunannunoBoro  acdupa  opTo-MeToKcUdeHona
npoxoauT ¢ obpasoBaHnem 6- n 4-(a,y-gumeTvnannun)-

2-meToKcudeHonos B cooTHoweHun 4:1. TlMpoBeaeHo
KBaHTOBOXUMUYECKOE nuccrnegosaHve (B3PW91/6-
31G(d)) BO3MOXHbIX MapLLpyTOB obpasoBaHus

NPOAYKTOB peakumu. BbisiBNeHO, 4TO neperpynnupoBka
a,y-OAMMETUNanInNoBoro adgupa opTo-meTokcudeHona
3aBUCUT Kak oT KMHETUYECKUX, Tak 7
TepMoaMHaMmmnyecknx akTopoB, 4To oOOycnaenvBaeT
nosiBNeHve B MpOAyKTax peakuMnm kak  6-(a,y-
avmMeTunannun)-2-metokcudpeHona, Tak  u 4-(a,y-

anMmeTunannun)-2-meTokcudgeHona
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1164

O BO3MOXHOCTAX UCMNMOJIb3OBAHUA
KBAHTOBO-XUMUYECKUX PACYETOB Ans
BE33TAJIOHHOINO AHAJITUM3A OPIrAHUYECKUX
COEOVHEHWUW, COOEPXALLUUX FTETEPOATOMbI
MoTtewHsbin A.U., MaBntouko A.H.

VHCTUTYT reoXvMnm 1 aHanmMTU4eCKom XMMUN NM.
B.N.BepHagckoro PAH

MpoBeaeHbl KBAHTOBO-XMMUYECKME pacyeTbl CMEKTPOB
ans ocHoBHoW n 6nvmxkHen UK obnactu gnsa 6onee yem
40 reTepoaToMHbIX Morekyn. Hannyywee coBnageHue c
9KCNEepUMEHTanbHbIMW  CMEKTpamMu  MOSTyYeHO  Mpu
ucnonb3oBaHuM 6asuca ccpVQZ B MP2 npubnuxeHun

http://www.ivtn.ru/2009/confs/enter/paper.php?p=1163

O HEKOTOPbIX MHCTPYMEHTAJIbHbIX
BO3MOXHOCTAX MIMN-MOUCKA

CtaTHukoB U.H., Pupcos I'.U.

UHCTuTyT MawwmHoBegeHns um. A.A.bnaroHpasosa PAH

PaccmoTpeHbl  pasnuuHble  BapuaHTbl  MOCTPOEHMUS
MaTpul,  nnaHuvpyemblx  akcnepumentos  (MIM3), ¢
MOMOLLLIO  KOTOPbIX OKa3blBAaE€TCS BO3MOXHbIM  Mpu
3aaHHON BEPOSATHOCTM MNOMy4YaeMbIX OLEHOK NpUBECTU
aHanus CBOWCTB MCCreayemMon maTteMaTu4yeckon Mogenu
K aHanusy Te e CBOWCTB, HO B 3aBUCMMOCTW B CPEAHEM
oT Kaxkgoro BapbUpyemMoro napameTpa.
PaccmatpuBatotca criydan dopmupoBanus MIMS kak ¢
OOWHAKOBbLIMW, TakK M C PasnUYHbIM YUCMIOM YPOBHEN MO

KaXXaoMy napameTpy
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1172

QUANTUM CHEMISTRY STUDY OF THE THERMAL
REARRAANGEMENT A, I' -DIMETHYLALLYL ETHER
OF THE ORTHO-METHOXYPHENOL

Mityagin D.N., Nadyrshina E.V., Shornikova E.D,
Klyuchareva E.V., Kantor E.A.
Ufa State Technical Oil University

It is installed that thermal rearrangement a,y-dimethylallyl
ether of the ortho-methoxyphenol passes with formation
6- and 4-(a,y-dimethylallyl)-2-methoxyphenol in
correlation 4:1. It is organized quantum chemistry study
(B3PW91/6-31G(d)) possible route forming the products
of reaction. It is revealed that reaction is checked as
kinetic, so and thermodynamic factor, as depend on the
appearance in product of the reactions as 6-(a,y-
dimethylallyl)-2-methoxyphenol, o) and 4-(a,y-
dimethylallyl)-2-methoxyphenol

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1164

ON POSSIBILITY OF USING QUANTUM-CHEMICAL
CALCULATIONS FOR REFERENCE-FREE ANALYSIS
OF ORGANIC COMPOUNDS CONTAINING
HETEROATOMS

Poteshniy D.l., Pavlyuchko A.N.

Institute of geochemistry and analytical chemistry of
V.l.Vernadskogo RAN

Quantum chemical calculations of the spectra for main
and near infrared regions have been taken for more than
40 heteroatomic molecules.

The best coincidence with the experimental spectra has
been obtained with the ccpVQZ basis set in the MP2

approximation
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1163

O HEKOTOPbLIX MHCTPYMEHTAJIIbHbIX
BO3MOXHOCTAX NNMN-nOUCKA

Statnikov I.N., Firsov G.I.

A.A. Blagonravov Mechanical Engineering Research
Institute of Russian Academy of Sciences

Are examined the diverse variants of the construction of
the matrices of the planned experiments (MPE), with the
aid of which it proves to be possible with the given
probability of the obtained estimations to lead the analysis
of the properties mathematical of the model to the
analysis being investigated the same of properties, but
the dependence on the average on each varied
parameter. Are considered the cases of formation MPE
as with the identical, so also with different number of

levels for each parameter
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1172
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O NPUMEHEHUN METOOA MOHTE-KAPJTO OnsA
MOBbIWEHNA YCTONYUBOCTU PABOTDI
UCKYCCTBEHHOW HEMPOHHOW CETU B
NMPUKNAOHbLIX 3AOAYAX

®depoToB U.E.

MOCKOBCKMIN FOCYAapCTBEHHbIA UHCTUTYT PaaNOTEXHUKM,
ANEKTPOHMKM N aBToMaTukn (TY)

PaccmoTpeHa 3agaya  NOBbIWEHUS  YCTOMYMBOCTMU
paboTbl MCKYCCTBEHHOW HEWPOHHON CEeTW B YCINOBUSIX
n36bITOYHOCTH ee napameTpoB. M30bITOYHOCTD
napameTpos, BHeCeHHasi Ha 3Tane BblboOpa
KOHMrypaumm, B 60NbLUMHCTBE Clly4aeB NpUCYTCTBYET B
0byyeHHON ceTn BCreacTBre OTCYTCTBUA YETKUX NpaBwusl
BblbOpa ee KoHdurypauun. Bcregctsme 3Toro MoxeT
BO3HMKaTb HeafdeKBaTHOe MoBedeHWe ceTu npu nogave
BXOOHbIX [aHHbIX, He BCTpeyaBLMXCs B obOyvaroLllein
BblbOpke. [loka3aHo, kak Ha ocHoBe MeTtoga MoHTe-
Kaprno moxeT ObiTb MOBbIWEHA YCTOMYMBOCTb paboThbl

CeTun B Cny4vae 3allyMJ1eHHbIX BXOAHbIX OaHHbIX
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1181

PA3PABOTKA CTPYKTYPHOW KITACCUDUKALIUU
AJIb®A/BETA-BEJIKOB, COOEPXALLUX
CEMUCEIMEHTHbIE AITb®A/BETA-MOTUBbI
FNoppees A.B., EdoumoB A.B.

WuctutyT 6enka PAH

PaspaboTaHa CcOoBpeMeHHast
knaccudpmkaumsi  anbcpa/beTa-6enkoB,  cogepXalumx
ceMucerMeHTHble anbga/beta-mMoTBel. B €€ ocHoBy
MONOXeHO MOCTPOEHHOE Ansi OaHHOW rpynnbl 6enkos
CTPYKTYpHOe ApeBo. basa aaHHbIx conepxut 870 6enkos
W [OOMEHOB, W3 HUX HEromonormyHolix — 294, a
NOCTPOEHHOE CTPYKTYpPHOE ApeBO BktovaeT B cebst 310
YKNagokK uenu, u3 Kotopbix 85 — obHapyxeHo B Genkax.
Bca nHdopmauust o 6a3e gaHHbIX U CTPYKTYPHOM ApeBe
3TOro Knacca 6enkoB 4ocTynHa B VIHTepHeTe no agpecy:

http://strees.protres.ru
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1152

nepapxmyeckas

PACYET TEPMOOUHAMWYECKUX TPOUHBIX
CUCTEM

Catrapaes A.H., Hukonaes B.®., CyntaHoBa P.B5.
KazaHckuin rocyfapCTBEHHBIN TEXHONMOMMYECKUiA

yHuBepcuteT
3kcnepumeHTanbHoe onpegeneHve
TEPMOOMHAMUYECKUX  XapaKTePUCTUK B TPOWMHbIX
cuctemax 3HauuTenbHo Oonee TpygoemKo, 4em B

H6uHapHbIX. MoaTomMy GOMbLUON MNpaKTUYECKUA WMHTEepec
nmeet BO3MOXHOCTb NpUONMXEHHOM OLIEHKMN
TepMoanUHaAMMNYECKNX CBOWCTB TPEXKOMMOHEHTHOMN
CUCTEMbI HA OCHOBE [aHHbIX COOTBETCTBYHLINX
OvHapHbix  cucteMm.  ConocTaBneHne  pesyrbTaToB
pacyeTa C AaHHbIMWU 3KCrepumeHTa Heobxooumo Ans
aHanusa crneundmryeckmx MEXMONEKYNSIPHBLIX
B3aMMOLENCTBUA  MexXady  KOMMOHEHTaMu  TPOWHOW
CUCTEMBI, @ TaKkkKe BblICHEHUS OCOBEHHOCTEN BeayLUmnX K
CUNbHLIM  OTKIMOHEHMSIM  CUCTEMbI OT  MAeanbHOro

nosegeHuns
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1202

USING MONTE-CARLO METHOD FOR INCREASE OF
ARTIFICIAL NEURAL NETWORK STABILITY IN
APPLICATIONS

Fedotov L.E.
Moscow State Institute of Radio Engineering, Electronics,
Engineering and Automatics

The task of increase of artificial neural network stability is
considered in conditions of network redundancy. Network
parameters redundancy is present in most cases in a
learned neural network because of absence of clear rules
for choosing of network configuration. As a consequence,
there can be a non-adequate network behavior in case of
input data that were not foreseen on the stage of network
learning. Described an approach to increase of neural
network stability in such cases, which can be very useful
for noised data analysis. The approach is based on
Monte-Carlo method

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1181

ELABORATION OF STRUCTURAL CLASSIFICATION
OF PROTEINS CONTAINING SEVEN-SEGMENT
ALFA/BETA-MOTIFS

Gordeev A.B., Efimov A.V.

Institute of Protein Research of Russian Academy of
Sciences

A modern hierarchical classification of alpha/beta proteins
with seven-segment alpha/beta motifs has been
developed based on a structure tree built specially for this
group of proteins.The database is formed of 870 proteins
and domains, including 294 nonhomologous ones. The
structure tree includes 310 chain folds, of which 85 are
found in proteins. For the complete information about the
database and structure tree of this protein class go to the
Web-site: http://strees.protres.ru

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1152

CALCULATION OF THE THERMODYNAMIC TERNARY
SYSTEMS

Satgaraev A.N., Nikolaev V.F., Sultanova R.B.

The Kazan state technological university

Experimental determination of the thermodynamic
characteristics in ternary systems is more laborious than
in binary ones. This is why the possibility of a tentative
estimate of the thermodynamic characteristics of the
ternary system based on the corresponding binary system
data is of keen practical interest.

The comparison of the calculations with the experimental
data is necessary for the analysis of the specific
intermolecular interactions between the components of
the ternary system and also for the identification of the
features which lead to the strong deviation of the system
from error-free behavior

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1202
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PACYETbI B ATOMHOM U MONEKYNAPHON
®U3MNKE HA OCHOBE KBAHTOBOW TEOPUU
PACCEAHUA B CUCTEME HECKOJNbKUX TEN
MozgHeeB C.A.

duaunyeckun nHctutyT m.lN.H.Jlebegesa PAH

PaCCManMBaeTCﬂ npm6n|/1>|<eHme B CUCTEME HECKOJIbKNX
Ten Ana pacyeToB pasfiMdHbIX npoueccoB a aTOMHOM,

MONEKYNAPHON U XMMUYECKON puranke
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1194

3BONMIOLMOHHbLIV ANTFOPUTM NMOUCKA
ANbTEPHATUBHbIX NMPOEKTHbIX PELLEHUIA
CmupHoB B.B.

BUNCKUIN TEXHONOMMYECKUA NHCTUTYT

Pa3paboTaH COOTBETCTBYHOLLMIA FEHETUYECKMIA anTrOPUTM.
PaboTa anroputma npefcTtasnsieT coboi UTepaLMOHHBbIN
npouecc. B kaxgom mnokoneHuu peanuayetcs oTEOP
XPOMOCOM  MPOMNOPLMOHANbHO  NPUCTIOCOBNEHHOCTHU.
ANropuTM  UCMOSIb3yeT  MHOTOTOYEYHble  OnepaTopbl
KpoccoBepa W MyTauuu. PeanusoBaHa BO3MOXHOCTb
BbiGopa Wcrnonb3yeMoro [Ansi BOCMPOM3BOACTBa 4ucna
XpomocoM. Mpu NpoBeAEHNN YNCTIEHHBIX 3KCNIEPUMEHTOB
[OCTUTHYTbl ~ XOpoluMe  MokasaTenu  KOHBepreHuuu
MOKOMNeHU NpY pasfMYHOM YMCNE Y4YacTBYHOLUMX B

BOCNpon3BoaCcTBE XPOMOCOM
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1203

FEW-BODY APPROXIMATION IN ATOMIC AND
MOLECULAR PHYSICS

Pozdneev S.A.

P.N.Lebedev Physical Institute of Russian Academy of
Sciences

and

Few-body approximation in atomic,molecular

chtvbcfk physics are disscased

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1194

EVOLUTIONARY ALGORITHM OF ALTERNATIVE
DESIGN DECISIONS SEARCH

Smirnov V.V.

Biysk Tehnological Institute

The corresponding genetic algorithm is developed.
Algorithm work represents iterative process. In each
generation selection of chromosomes of proportionally
fitness is realised. The algorithm uses multidot operators
of crossover and mutations. Possibility of a choice of
number of chromosomes used for reproduction is
realised. At carrying out of numerical experiments good
indicators of convergence of generations are reached at
various number of chromosomes participating in
reproduction

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1203

http://www.ivtn.ru
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CEKLIUS 6

UHTEJUIEKTYAJIBHBIE CUCTEMBI U TEXHOJIOT WU (ITPUHATUE PEIIEHUM,
SKCHEPTHBIE CUCTEMBI U T./1.)

SECTION 6

INTELLIGENCE SYSTEMS AND TECHNOLOGIES (DECISION-MAKING, EXPERT
SYSTEM ETC.)

ABTOMATU3ALUA MNMPOLIECCA NOABOPA
3MYNbrATOPA ONA NONYYEHUA LUAMMNYHEWN
Morpe6Hsik A.B., BotuHueB H.I., Morpe6Hsk J1.B.
Maturopckas rocygapcTeeHHas hapmaueBTMyeckas

akagemusi

Mogbop onTumanbHOro amyrnbratopa npu papaboTke
cocTtaBa fleyebHbIX M MHbIX LIaMnyHew npeacTasnset
coboii CrnoxHyl npakTudeckyto 3apady. [locnegHsis
CTaHOBWUTbCA OCOOEHHO CMOXHOW, €ecnu B COCTaB
LamMnyHs BXOAAT OMOMOrMYeckn akTUBHbIE BeLecTBa
(BAB). MosepxHocTHO akTuBHble coeanHeHus (MAB) n
Apyrve TpaguLuMOHHbIE KOMMOHEHTLI LWaMnyHew cosaatot

[OCTaTOMHO  arpecCuMBHYO  XUMMYECKYD cpegy W
NPUHSITUIO PELUEHUSI O BKMOYEHWM B LUAMMNyHb TEX UMK
MHbIX BAB [OIMKeH npeaLwecTsoBaTb aTan

[okasaTenbCTBa B3aUMHOW COBMECTUMOCTU XMMUYECKUX

KOMMOHEHTOB
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1201

NCNONNb3OBAHUE KOMMNBbIOTEPHbIX
TEXHONOMM1 Ang noBbILWWEHUSA
QOPEKTUBHOCTU CAHUTAPHO-
ANWOEMUONOINMYECKUX PACCITIEANOBAHUNA
BCMbILLEK OCTPbIX KULLEYHbIX MHOEKLIUA
Fabycy MN.A., YukoBa C.C., Muxeen O.B.

3A0 HBK "BUCT

ABTOMaTU3MpoBaHHas cuUcTeMa npegHas3HadeHa Ans
obpaboTkun UHcopmaumu, nony4yaemomn npuv
paccrnefoBaHWM  MPUYUMH  BO3HWMKHOBEHWSI  BCrbILLEK
OCTPbIX KULIEYHbIX MHGEKUMA. COCTOUT U3 NOACUCTEMBI
cbopa AaHHbIX, MOACUCTEMbI CTaTUCTUYECKO 06paboTkM
OaHHbIX W nopcuctembl 6asbl 3HaHMi. [MoacucTema
cbopa paHHbIX BKMYaeT moaynu: «PerumctpaumoHHble

OaHHble», «XKanobbl 1 cumnToMbl», «CBeaeHus
3NNAEMUONOrNYEcKoro aHamMmHe3ay, «MpoaykTbl
nUTaHMaY. Vicnonb3oBaHue aBTOMaTM3NPOBAHHOMN
CUCTEMbI MO3BOMSIET MOBBLICUTbL  OMNEPaATUBHOCTbL MU

AOCTOBEPHOCTb aHanun3a pfOaHHbIX AOnd  yCTaHOBJIEeHUA
OCHOBHbIX OeTepMUHaHT anunaemMmyeckoro nmnpouecca,
MUHUMU3NPOBATbL PUCK UCKaKEHUA WHopmauum wu

COKPaTUTb BPEMS NPUHATUSA YpaBneHYeCKUX peLLeHnit
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1212

AUTOMATION OF THE PROCESS OF EMULSIFIER
SELECTION IN SHAMPOO PRODUCTION
Pogrebnyak A.V., Votintsev N.P., Pogrebnyak L.V.
Pyatigorsk State Pharmaceutical Academy

The selection of an optimal emulsifier in the development
of the compositions of medicated and other shampoos
seems a challenging practical task, which becomes even
more complicated in case of the presence of biologically
active additives (BAA) in their composition.

Since surfactants (SA) and other traditional components
in composition of shampoos create a rather aggressive
chemical medium, the decision on the introduction of
these or those BAA into the shampoos should be
anticipated by proving that all the chemical components
are mutually compatible

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1201

USAGE OF COMPUTER TECHNOLOGIES FOR
INCREASE OF EFFECTIVENESS OF SANITARY-
HYGIENIC INVESTIGATION OF ACUTE ENTERIC
INFECTIVE EPISODE

Gabusu P.A., Chikova S.S., Mikheyev O.V.
ZAO NVK "VIST"

Automation system is used to investigate reason of acute
enteric infective episode appearance information
processing. It consists of data collection subsystem,
statistical data processing subsystem and knowledge
base subsystem. Data collection subsystem includes
modules: Registration data", Complaints and symptoms",
"Epidemiological anamnesis data", "Victual". Automation
system usage makes it possible to increase operability
and trustworthiness of data analysis for identification of
main determinant of epidemic process, minimize
information distortion risk and reduce managerial decision
time

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1212
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MOHWUTOPUHI CEOEB U HECOOTBETCTBWIA B
PABOTE OPBUTAJIbHOIO KOMIMJIEKCA KAK
COCTABHAA YACTb MEHEO)XMEHTA PUCKA
KOCMMUYECKUX CUCTEM

MuxeeB O.B., YepneHsik H.H., BonkoB O.B.

3A0 HBK "BUCT"

B cratbe npuBedeH KpaTKui aHanua3 COBPEMEHHbIX

TpeinBaHMﬁ K ~opraHmsauunn MeHeaXMeHTa pucka
KocMmyeckux cuctem. [lokasaHa LI,EJ'IECOO6pa3HOCTb
ncnonb3oBaHnMA B Mnpouecce MOHUTOpUHIa  puUCKa

aBTOMaTM3MPOBaHHbIX cMCTEM, 0603Ha4Y€EHbl UX 33434 U1
BO3MOXHOCTW. [lpeacTaBneHbl pesynbTaTbl  aHanusa
[aHHbIX O HEecooTBeTCTBUSIX unn cbosixe paboTte
060pynoBaHNSA 1 OLLEHOYHbIA MPOrHO3 MX KONMMYecTBa B

KpaTKOCPOYHOW 1 JONTOCPOYHON NepcrnekTuee
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1211

ONPEOENEHUE AECONMIOTHON KPHOUTYPALIUU
XUPANbHbLIX LEHTPOBB O1HO--U ABYXATOMHbIX
CMUPTAX C NOMOLLBLIO MTPA

TromkuHa T.B., MapdéHoBa J1.B., BepectoBa T.B.,
Xanunos J1.M.

UHcTutyT HedpTexummm n katanusa PAH

[ns co3gaHua agekBaTHOWM Mogenu npu onpeaeneHuu
abconoTHOM  KOHGUrypaumm  ONTMYECKM  aKTMBHbIX
cnuptoB  2-atun-1-rekcaHona (1) wn  2-6ytun-1,4-
OytaHguona (2) npoBenéH KOH(POPMAaLMOHHLIN aHanm3
MTPA wn MTPA ux acupoB Cc  NOMOLLbIO
KBaHTOBOXMMMYECKUX pac4éToB Ha DFT-yposHe (PBE/3E,
Priroda 6.0). YctaHoBneHo, 4to B ucxogHon R-MTPA
CVH-U  @HTU-NEepuUnnaHapHble OTHOCWUTENbHO  CBS3EN
C.OMe u C=0 koHhbopmepbl ABMSAIOTCA MUHUMYMaMU Ha
MN3, a B8 MTPA admpax obHapyXeHO 3HepreTudeckoe
npevMyLLecTBO KOHopmepoB sp/ap/ap (no ceasam CO-
O, O-Ci wu C4-Cy). B pesynbtate mnokasaHa
npumeHumocte MTPA ansa onpepeneHvus abCcomoTHOM
KOH(purypaumum 2-atunsameLleHHblXx MoHoonos u  1,4-

AVOMOB, TaK KakK TOMbKO B [aHHOM KOHdopmauuu
BO3MOXHO BMUSIHUE apOMaTU4YecKoro 3amMecTUTens.
JKcnepuMeHTanbHoe  MOoATBepXOeHWe MOoSlyYeHo C

nomouubio AAMP 1 oTHocuTenbHbIX YrNoOB BpalleHus
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1200

CPABHUTEJIbHbIE XAPAKTEPUCTUKU MAKETOB
NMPUKNAAHbLIX MPOrPAMM KBAHTOBOW XUMUUN

MozpgHees C.A.
duanyeckunt nHctutyT m.MN.H.Jlebegesa PAH

npeﬂCTaBJ‘leHbl OCHOBHble OOCTOMHCTBaA W HeOoCTaTKu

MONITORING OF FAILURES IN WORK OF THE
ORBITAL COMPLEXES AS A COMPONENT
MANAGEMENT OF RISK OF SPACE SYSTEMS

Mikheyev O.V., Cherlenyak N.N., Volkov O.V.
ZAO NVK "VIST"

This paper contains a brief analysis of modern
requirements to organization of management of space
systems risk. Reasonability of usage of automation
systems risk in monitoring process is shown and its
problems and facilities are indicated. Results of analysis
of data of failures in work of equipment and evaluation
forecast of its quantity in short-term and long-term
prospect are presented

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1211

THE ASSIGNMENT OF CHIRAL CENTER ABSOLUTE
CONFIGURATION IN B-CHIRAL MONO- AND DIOLS
WITH MTPA REAGENT

Tumkina T.V., Parfenova L.V., Berestova T.V., Halilov
L.M.

Institute of Petrochemistry and Catalysis of Russian
Academy of Sciences

To create an adequate model for the determination of the
absolute configuration of optically active alcohols such as
2-ethyl-1-hexanol (1) and 2-butyl-1,4-butandiol (2) a
conformational analysis of MTPA and MTPA of their
ethers has been performed based on DTF-quantum-
chemical calculations (PBE/3¢, Priroda 6.0). It has been
stated that in the initial R-MTPA syn- and anti-periplanar
(relative to C,OMe and C=0O-bonds) conformers are
positioned in the minimums of PES, while in MTPA of
ethers the energetic prevalence of sp/ap/ap (which
correspond to CO-O, O-C4 and C4-C; -bonds) conformers
has been found. As a result MTPA has been shown to be
well applicable for the determination of the absolute
configuration of 2-ethyl-substituted monools and 1,4-diols
due to the influence of an aromatic substituent possible
only in this conformation. DNMR and relative rotation
angle techniques have conformed the results

experimentally
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1200

COMPARATIVE CHARACTERISTICS OF
APPLICATION PROGRAM PACKAGES FOR
QUANTUM CHEMISTRY

Pozdneev S.A.

P.N.Lebedev Physical Institute of Russian Academy of
Sciences

The main merits and drawbacks of basic application

OCHOBHbIX MNAaKeToB MporpammMm, npuMeHsiemblx Ans  program packages used for quantum- mechanical

KBaHTOMEXaHN4YeCKMUX pac4yeToB calculations have been presented
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1196  http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1196
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CErMEHTAPHOE YNPABNEHUE 3ATPATAMU B
CUCTEME OUPEKT-KOCTUHI

CemeHoBa A.A., Bosk O.C.

[oHeLknii HaunoHanbHbIN YyHUBEpPCUTET

PaccMoTpeHbl HeKoTopble OCOBEHHOCTV COBPEMEHHbIX
MexaHu3MoB, obecneymBaloLUX AEACTBEHHYIO CUCTEMY
ynpaereHuss 3aTpaTamy NpeanpusiTUin YKpauHbl nyTem
pasgeneHus 3aTpaTt Nno LEeHTpaM WX BO3HUKHOBEHWS U

LeHTpam OTBETCTBEHHOCTW. [MpoaHanunanpoBaHbI
OCHOBHblE (haKTOpbl, BAMSIOWMNE HA AeLeHTpanM3aumto
ynpasneHua 3aTpatamMu n pacnpeneneHune

COOTBETCTBYHOLLMX MONHOMOYMIA nytem pgenermposaHusa
MX pasHbIM YPOBHAM YMpaBfieHua Mo adHanorum c
pa3paboTaHHON MOOENb KOMMYHUKALMOHHBIX CBA3EW
npouecca brogxkeTvpoBanus. MNpy 3ToM nogvepkMBaeTcs
BaxHas ponb BT-meTodoB, KoOTOpble He  TOSbKO
No3BOMNSAOT npoaHanuanpoBaTb 3KOHOMMWYECKYHO
CUTYaUUIO Ans KaXOOro KOHKPETHOro criyyasi ¢ y4eToMm
CKOMb YrogHo 60sbLIOro Yncna pasnnyHbiX hakTopoB U
napamMeTpoB, HO U BO MHOIO pa3 yMeHbLualT Bpems,

HeoOxoanmoe ans 3Toro
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1191

A SEGMENT MANAGEMENT BY EXPENSES IN THE
DIRECT-COSTING SYSTEM

Semenova D.A., Vovk O.S.

Donetsk National University

Some features of modern mechanisms, providing
effective control the system by the expenses of
enterprises of Ukraine by the division of expenses on the
centers of their origin and centers of responsibility are
considered. Basic factors, influencing on decentralization
of management expenses and distributing of the proper
plenary powers by delegation their different levels of
management by analogy with the developed model of of
communication connections of process of
6rooxeTupoBaHus, are analysed. In this case IT-methods
have very important role. IT-methods allow analyzing an
economic situation for every concrete case with an
account very large number of different factors and
parameters and minimize time necessary fot it

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1191
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SECTION 8

THE REPORTS, WHICH ARE NOT INCLUDED IN THE BASIC SECTIONS

BAPbEPbI MUHBEPCUM LUUKNA 2,4-0UMETWUN-1,3-
OVNOKCAHA

WopHukoe A.B., Fop6yHoBa H.B., NMNaykosa U.C.,
KanTop E.A.

Ydumckuin rocyaapCTBeHHbIN HETAHON TEXHUYECKUI
yHUBEpPCUTET

Metogom B3PW91/6-31G** paccuntaHbl  Gapbepbl
MHBEPCUN umKna 2,4-pumeTnn-1,3-guokcaxa.
OnpepeneHbl  3HEpPruM  CTAUMOHAPHBIX  TOYEK U
nepexofHbIX COCTOAHMM Ha nyTM uHBepcuu. bapbep
aKkcuanbHO-3KBaTOpUanbHOM  U30Mepun  COCTaBnsaeT

12,0-13,95 kkan/monb
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1169

B3AMMOAENCTBUE YIMEPOOHbLIX HAHOMOMNOC
CBeuHukoB A.B.
Poccuinckuin HayvHbin LeHTp "KypyaTtoBckun UHCTUTyT"

PesynbtaTel  HE3MNUPUYECKMX  pacyeToB  CUCTEM,
COCTOAWMX M3  OABYX  YIMEpPOAHbIX  HAHOMOIOC,
CBUOETENbCTBYIOT O BbICOKOW XMMWYECKON aKTUBHOCTU
nocnegHux. B pesynbrate MuHUMM3aUMWM  MOMHON
3HEepPrMM  MOfy4YeHbl HAHOYACTULbl CO  CTPYKTYpPOW

HaHOTPYOOK M HaHOXeno6oB
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1174

K BOMPOCY ONPEOENEHUA BENU4YUHDI
YENOBEYECKOIO KAMUTANA NPEONPUATUA
PeByukun 11.0.

MHdpopmaumoHHoe areHtcTeo "MBUC"

PaccmoTpeHbl  MOHATME, TepMuHbI WM MoKasatenu
YeroBe4ecKoro kanuTana npeanpusatui. Pasnuuatorcs
nmokasaTenu »MBOFO W COBOKYMHOrO YernoBEYECKOro
KanuTana npeanpuaTus, NpeanaraloTcs MeToAbl pacyeTta

BENMYUHbI 3TUX nokasaTtenen. Ocoboe BHUMaHWE B
cTatbe yoeneHo Bonpocy HOMEHKNnaTypbl n
onpepgeneHna BENTNYNHbI nokasarenemn

pe3ynbTaTMBHOCTU M 3PPEKTUBHOCTA MCNONb30OBaHUSA
YenoBeYvyeckoro KanuTana Ha npegnpuaTusx. B uucne
NPUYOPUTETHLIX MOKa3aTenen nNpUHATOM HOMEHKNaTypbl
Has3BaHbl MNokKa3aTtenu oTh4ayn U peHTabenbHOCTU
YeroBe4ecKoro kKanutana npeanpusaTuin, a Takke
YPOBEHb UCMOMb30BaHWs UX COUMAanbHOro noTeHumana,
MCYMCIIIEMOTO MO COOTBETCTBYHOLUUM  CTOMMOCTSIM
npuenekaemoro Tpyaa. MOHWTOPWHI U KOHTPONb 3TUX
nokasatenem no3BONSEeT PYKOBOACTBY NpeanpusiTui
npUHUMaTb 0b0CHOBaHHbIE, BbICOKOA((PEKTMBHbIE

yrnpaBrneH4yeckne peLleHuns
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1134

BARRIERS OF INVERSION OF A CYCLE OF 2,4-
DIMETHYL-1,3-DIOXANE

Shornikov D.V., Gorbunova N.V., Isyakaeva E.B.,
Kantor E.A.

Ufa State Technical Oil University

The method B3PW91/6-31G** designs barriers of
inversion of a cycle of 2,4-dimethyl-1.3-dioxane. Energy
of stationary points and transitional states is determined
on way of inversion. The barriers of axial-exator-
isomerization are defined 12,0-13,95 kkal/mol

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1169

CARBON NANOSTRIPE INTERACTIONS
Svechnikov A.B.
The Russian Research Centre Kurchatov Institute

The results of ab initio calculations demonstrated high
chemical activity of the systems formed by two carbon
nanostripes. Some nanoparticles with nanotube and
channeled structures were obtained after the procedure of
total energy minimization

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1174

TO THE PROBLEM OF HUMAN CAPITAL ASSETS
SIZING

Revuckiy L.D.

Information agency "EVIS"

The notion, terms and parameters of human capital
assets have been considered.

The parameters of living and cumulative human capital
assets are specified, and the methods for their calculation
are suggested. Special attention has been given to the
problem of nomenclature and the assessment of the
value of the performance indicator and the measure of
efficiency of human capital assets at enterprises.

Among the priorities of the accepted nomenclature are
output indicator and profitability ratio of the human capital
assets as well as the level of utilization of their social
potential calculated from the corresponding labor costs.
By monitoring and controlling these parameters the
executive management of the enterprises can take well-
grounded and highly efficient managerial decisions

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1134

http://www.ivtn.ru
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KBAHTOBO-XUMUYECKOE UCCNEOQOBAHUE
BO3MOXHbIX MYTEA MUIPALIMX BOOOPOJA B
KAPBEHMEBOM MOHE 2-METWI-1,3-0UOKCAHA

WopHukos O.B., Hukutuu C.MN., Hukntuua A.lN.,

KanTop E.A.
Ydummcknii rocyaapCTBeHHbIV HEDTAHON TEXHUYECKUI
yHuBEpcUTeT

Metogom DFT (B3PW91) B komGuHauum ¢ 6asmcom 6-
31G(d,p) cmogenupoBaH npouecc MpeBpalleHus
OKCOHMEBOTo MOHa Monekynbl 2-meTun-1,3-aAMokcaHa B
kapbeHueBbln  MOH. W3yyeHbl  BO3MOXHblE  MyTW
BHYTPVMOIEKYNAPHON Murpaumm Bogopoaa "
onpefeneHbl aHepreTuyeckne Gapbepbl 3TUX NEPEXOO0B

http://www.ivtn.ru/2009/confs/enter/paper.php?p=1170

KBAHTOBO-XWUMWYECKOE UCCJIEAOBAHMUE
BO3MOXHbIX MYTEN MUTPALIMM BOOOPOLA B
KAPBEHMEBOM UOHE 2,5-0UMETWI-1,3-

OUOKCAHA

WopHukoer [.B., Hukutnna A.MN., Hukutuu C.IN.,
KanTtop E.A.

Yummcknin rocyaapCTBeHHbIN HEPTAHON TEXHUYECKUN
yHMBEpCUTET

Metogom DFT (B3PW91) B kombuHauumn ¢ 6asmcom 6-
31G(d,p) cmopenupoBaH npouecc npeBpalleHus
OKCOHMEBOro MoHa Monekynbl 2,5-aumeTun-1,3-guokcaHa
B kapbeHueBbIn WOH. W3yyeHbl BO3MOXHblE nNyTH
BHYTPVMMOIEKYNSAPHOMN Murpaumm BOogopoaa [
onpefeneHbl aHepreTuyeckne Gapbepbl 3TUX NEPEXOO0B

http://www.ivtn.ru/2009/confs/enter/paper.php?p=1171

HOBbIN METOO XUMUYECKON CBA3U MOJEKYN
BUOMNOJIMMEPOB

MozpgHeeB C.A.

duanyeckunt tHctutyT nm.lN.H.Jlebenesa PAH

MpeonoxeH npMHUMNUANbHO HOBbIM METOH XMMWUYECKOW

CBA3M  MOSieKyn  GMOMONMMEpoB, OCHOBaHHbLIN  Ha
acpdhekTe BO3HUKHOBEHUSA cneumdunyeckoro
MHOrO4YaCTUYHOrO  B3aU-MOAEWCTBUSA, MNpU  YCrOBUK

MarnoCT! 9HepruM CBSA3M MeXOy Knactepamu 3Ton

CUCTEMDI
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1199

QUANTUM-CHEMICAL RESEARCH OF POSSIBLE
WAYS OF MIGRATION OF HYDROGEN IN
CARBENIUM ION OF 2-METHYL-1,3-DIOXANE
Shornikov D.V., Nikitin S.P., Nikitina A.P.,

Kantor E.V.

Ufa State Technical Oil University

Method DFT (B3PW91) in a combination with basis 6-
31G(d,p) simulates transformation process of oksonievy
ion of molecule 2-methyl-1,3-dioxane in carbenium ion.
Explore possible ways of intramolecular migration of
hydrogen and identifies energy barriers of these

transitions
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1170

QUANTUM-CHEMICAL RESEARCH OF POSSIBLE
WAYS OF MIGRATION OF HYDROGEN IN
CARBENIUM ION OF 2,5-DIMETHYL-1,3-DIOXANE

Shornikov D.V., Nikitina A.P.,Nikitin S.P.,
Kantor E.V.
Ufa State Technical Oil University

Method DFT (B3PW91) in a combination with basis 6-
31G(d,p) simulates transformation process of oksonievy
ion of molecule 2,5-dimethyl-1,3-dioxane in carbenium
ion. Explore possible ways of intramolecular migration of
hydrogen and identifies energy barriers of these

transitions
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1171

NEW METHOD OF CHEMICAL BONDING BETWEEN
BIOPOLYMER MOLECULES

Pozdneev S.A.

P.N.Lebedev Physical Institute of Russian Academy of
Sciences

A conceptually new method of chemical bonding between
biopolymer molecules has been proposed based on the
effect of the emergence of specific many-body interaction,
provided that the binding energies between the clusters of
this system are low

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1199
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NMOCTAHOBKA U PELLEHUE HEKOTOPbIX
ONTUMU3ALMOHHbIX 3A0AY MPENAPATUBHOW
XXNOKOCTHOM 3NMIOEHTHON XPOMATOIPA®UU B
TEPMMUHAX NPOBJIEMbl MOMEHTOB

TpexoHuH C.B.

OAO «locygapCTBEHHBIN Hay4YHbIN LeHTp — Hay4Ho-
nccrnepoBaTenbCkUA MHCTUTYT aTOMHbIX PEaKTOPOB»

B TepmuHax npobrnembl MOMEHTOB NpeanoxeH obLyuia
noaxop, K TEeopeTnYecKoMy nccrnegoBaHuio
ONTUMU3aLNOHHBIX 3agav BO3HMKAIOLLNX B
npenapaTtMBHON XxpomMartorpaguu.

B pamkax npegnaraemoro nogxofaa CGOpPMynMpOBaHbI
WHTEPECHbIe C TOYKUM 3pEHUst MPaKTUKU  3aJaqu
onpeaeneHns onTUMarnbHON ANUHBLI KOMOHKM 1 pa3Mepa
npoosbl.

MpegnoxeH MeTod pelleHus MOCTaBMeHHbIX 3ajad,
OCHOBaHHbIN Ha npeobpasoBaHun [xoHcoHa. Metoga
peanu3oBaH nNporpaMMHO B Buge komnoHeHta SPO
komnnekca RadioChrom. Pa6otocnocobHocte SPO
NPOOEMOHCTPMPOBaHa Ha MpUMepe pasfeneHus cmecu

camapusi u esponus
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1155

PACYET TEPMOXUMUYECKUX XAPAKTEPUCTUK
NPON3BOOHbLIX TUIODPEHA

3ayap E.A.

Bonrorpagckuin rocyaapCTBeHHbIN TEXHUYECKUI
yHUBepcuTeT

C nomoLupblo MONy3aMNMPUYECKNX KBAHTOBO-XUMUYECKMX
metogos PM3, MINDO, AM1 u MNDO, Bxogsdwmx B
nporpammHbin naket MOPAC, paccuutaHbl SHTanbnmu
obpasoBaHus Npou3BOAHbIX TuodpeHa. CpaBHeHue
BbIYUCMEHHBIX ~ 3HAYEHUA C  SKCNEepUMEHTanbHbIMU
OaHHbIMW MOKa3ano, YTO OHM XOpOoLWOo mexagy cobon
KOPpenupylT u MOryT ObiTb OMMCaHbl C MOMOLLBIO
YPaBHEHWI NMHENHON perpeccun. 3TN ypaBHEHNUS MOTyT
ObITb UCMOSb30BaHbI ANA MPOrHO3MPOBaHWUSA JHTaNbLNNUNA

obpa3oBaHnsi NPOM3BOAHbIX TMOGEHA
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1157

PEAKTOM ®UBPOHEKTUHA
depgoToB A.B.
KemepoBckas rocyaapcTBeHHas MeauUmMHCKas akagemusi

B 2008 rogy nosiBuBLUMECHA COOOLIEHMS O OOCTATOYHO
OOCTYMHBIX NYTAX paclMpOBKM CUTHAmMbHbIX NyTen ans
OTAENbHO B3ATOM MOJIEKYNbl BbI3blBanM BOCXULLEHME
uccneposarenen B obnactu GuonHgopmatmku. B koHue
2009 rogpa Mbl cBOOOOHO pa3roBapuBaeM Ha Temy
BM3yanusauuMm reHOMHbIX B3avMOLEWNCTBUMA Ans nodon
MOIeKynbl 1 MOXeM pa3BMBaTb Ha YPOBHE MoAenen ans
KNeTkn pasBuTME MpoLeccoB (BMONOrmyecknx peaxumi )
ans noboro camoro CrnoXHOro B3aMMOOENCTBUS B
OTHOLLUEeHUAX 6enok-0enok, knetka — KreTka KreTka-
peuenTop N 1.4
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1209

DEFINITION AND SOLUTION OF SOME
OPTIMIZATION PROBLEMS OF PREPARATIVE
LIQUID ELUTION CHROMATOGRAPHY IN TERMS OF
THE MOMENT PROBLEM

Trekhonin S.V.

JSC "State Scientific Center Research Institute of Atomic
Reactors”

A general approach to the theoretical investigation of the
optimization problems arising in preparative
chromatography has been proposed in terms of the
moment problem.

Interesting in practical terms problems of the
determination of the optimum column length and sample
size have been formulated within the frames of the
approach described.

A Johnson transform method has been suggested for the
solution of the problems set. The method has been
programmed as an SPO component of the RadioChrom
complex. The SPO efficiency has been demonstrated in
the process of the separation of samarium and europium

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1155

CALCULATION OF THERMOCHEMICAL
CHARACTERISTICS OF DERIVATIVES THIOPHENE
Sauer E.A.

Volgograde State Technical University

By means of semiempirical quantum chemical methods
PM3, MINDO, AM1 and MNDO, entering into software
package MOPAC, are calculated heats of formations of
derivatives thiophene. Comparison of the calculated
values with experimental data has shown that they well
among themselves correlate and can be described by
means of the equations of linear regress. These
equations can be used for forecasting enthalpy of
formations of derivatives thiophene

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1157

REACTOME FIBRONECTIN DATABASE
Fedotov A.V.
Kemerovo State Medical Academy

In 2008 the ravishing attention of the researchers in the
field of bioinformatics was drawn to the information about
fairly accessible ways of signal path decoding for an
individual molecule. As early as in the end of 2009 we feel
at ease discussing the topic of visualization of genome
interaction in any molecule. Using cell models we can
even simulate processes (biological reactions) for any
interactions including the most complex ones, such as
protein-protein, cell-cell, cell-receptor interactions, etc

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1209

http://www.ivtn.ru

27



Cekuums 8

Section 8

COBPEMEHHBIE HAYYHbIE NOAXOAbI K
NOHUMAHMUIO XKMBOU N HEXXUBOU MATEPUU

Kopones A.C.
MockoBCKMIN rOCyAapCTBEHHbIA UHCTUTYT PaAMOTEXHUKMN,
ANEKTPOHWKN 1 aBTOMaTUkM (TY)

B poknage aHanusupyloTcs  OnpefeneHust  KUBOWA
matepuu, cyllecteywlme B dusuke, Ouonorum,
reHeTuke. [NokasbiBaeTCsi, Ha YTO, B MEPBYIO oyepedb, B
NMOHMMaHUM XMBOW MaTtepun obpawaT BHUMaHue
yyeHble pa3nunyHbix obnacren Hayku. MpegnpuHumaeTcs
nonbiTka chopmmpoBaTh NO pesynbTaTaM aHanm3a Takoe
onpegerneHne X1MBoOM Matepum, B KOTOPOM yYUTbIBANMUCh
Obl npuHUMNnanbHble ocobeHHOCTU XKMBOTO,
cneunduumpyone ero U OoTnuYalLwmne OT HEXMBOIO.
<br>Takke B [Joknage nMoOKa3biBaeTCcHa, kKakme Wu3
npuBeaeHHbIX ocobeHHocTen XnBOro MOXHO
MOZEnMpoBaTb NPV MOMOLLMN COBPEMEHHON (U3NKM 1
matematukn. OB6CyXOarTCcss BO3MOXHOCTU KBaAHTOBOW
UMK 1M p-agnyeckon maTemaTudeckon usnkm ans
MOZEenMpoBaHus nepapxmyHoCTH "
CaMOBOCMPOU3BEAEHNS XKNBbIX CUCTEM, a TaKXKe HanMyns

Y HUX CO3HaHUA
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1193

TEOPUSA XUMUYECKUX PEAKLIUIA
MosaHeeB C.A.
®uznyeckuih MHCTUTYT um.M.H.Nlebenesa PAH

PacmaTtpnBaeTcs Teopuss XUMMYECKMX peakumi Ha

OCHOBE KBaHTOBOM TeOopUn B CUTEME HECKOJbKUX TeN
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1195

3NEKTPOHHbIA NEPEHOC U AUCCUMNALUA
SHEPI'UMU

KnioeB C.A.

Borkckuin noNUTEXHUYECKUI UHCTUTYT

MogenupoBarcsi NepeHoc 31EKTPOHOB MeXay aHMOHamu
WU MoOnekynamu, COMPSDKEHHBbIM C  aKUuenTMpoBaHWeM
obpasoBaBLLNXCSA pagvkanos pacTBOpPUTENEM.
OHepreTuyecknii  ahdeKT npouecca akuenTMpoBaHus
pafuKarnoB MoBblLLaN PeakUMoHHYH CNocoBHOCTL YacTul,

B peakuumsx 3feKTpoOHHOro nepeHoca
http://www.ivtn.ru/2009/confs/enter/paper.php?p=1161

THE MODERN SCIENTISTIFIC APPROACHES TO
UNDERSTANDING OF LIVING AND NONLIVING
MATTER

Korolev A.S.

Moscow State Institute of Radio Engineering, Electronics,
Engineering and Automatics

The definitions of living and nonliving matter are given in
this report from the points of view of physicists, biologists,
and geneticists. The focus of the scientists’ attention in
respect of understanding of living matter is shown. An
attempt is made to give a complex definition of living
matter based on the analysis. The main specifying and
distinguishing features of living matter as opposed to
nonliving matter are indicated.

The features of living matter are also listed in the report
that can be simulated by means of modern physics and
mathematics. The possibilities of quantum physics and p-
adic mathematical physics in the simulation of hierarchy
and self-reproduction of living systems are discussed
along with the presence of consciousness in them

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1193

THEORY OF CHEMICAL REACTIONS

Pozdneev S.A.

P.N.Lebedev Physical Institute of Russian Academy of
Sciences

Few body quantum theory of scattering applied for the

theory of chemical reactions
http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1195

ELECTRON TRANSFER AND ENERGY DISSIPATION

Klyuev S.A.
Volga Polytechnic Institute

The electron transfer between anions and molecules,
connecting with acceptance of formed radicals by solvent
was modeled. An energy effect of the radical acceptance
increased the electron transfer reactivity of the particles

http://www.ivtn.ru/2009/confs/enter/paper_e.php?p=1161
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