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HBTH.ru - 3aNeKTNOHHDbIE KOHthepeHUUK

UHdopmaunoHHo-BbluucnutensHble TexHonoruu B Hayke

I'naBubiii opranusartop - NC Group/HBK "BUCT"
IIpu mognep:xke Zenon N.S.P.

IVTN.ru — weh conferences

Computer Applications in Science

Provided by NC Group/NVK "VIST"
Supported by Zenon N.S.P.

PykoBoautens npoexra UBTH.ru ['abycy Iloauna
Hcnomnnrensnserii cekperaps UBTH.ru [Twenuunuxosa Hamanva

IVTN.ru Project Leader Gabusu Paulina
IVTN.ru Executive Secretary Pshenichnikova Natalia

Opraiu3anroOHHBI KOMHTET BRIpaXKaeT OJaroapHocTs BceM ydacTHukam ceccunt UBTH-2005

The Organizing committee thanks all of the participants of the [VTN-2005 session

B cbOopuuke MmarepuanoB ceccun MBTH-2005 mnpencraBieHbl aHHOTAUMHM JOKIAa0B KoHGepeHimi "MH(OpMAaIMOHHO-BBIYUCIUTEIbHBIC
TEXHOJIOTHH B pelIeHNH (YHIAMEHTAIbHBIX HAYYHBIX NPOOJIEM M NPUKIAAHBIX 33a7ad XUMHHM, OHONOTUHM, (papMalEBTHKHM, MEAHIHHBI" H
"HH(bOopMaIIOHHO-BEYHUCIHTEIbHbIE TEXHOIOTUH B (DYHIAMEHTAIBHBIX U NPUKIAIHBIX (DH3UKO-MaTEeMaTHIECKHX HccnenoBaHuaX". B moxmamax
00CyXK/JaloTcsl Hay4HbIe HCCIECIOBAHHMS M Pa3pabOTKH B yKa3aHHBIX 0OONAcTIX, a Takoke HH(QOPMAaIMOHHBIE U KOMIIBIOTEPHBIC TEXHOJIOIHH,
SBJIIOLINECS] BAKHBIM HHCTPYMEHTOM JUISl IOCTHIKEHUS HayYHBIX PE3yJIbTaTOB.

These proceedings of the IVTN-2005 session include the annotations of the reports participated in the conferences "Computer Applications in
Chemistry, Biology, Pharmaceutics and Medicine" and "Computer Applications in fundamental and applied Physics and Mathematics". Different
scientific researches, achievements and computer applications examples are discussed in these reports.

© NC Group / HBK «Buct»
© NC Group / NVK «VIST»



Opranmszaropst UBTH-2005
IVTN-2005 Providers

Kondepenmmm UBTH-2005 opranmsosansr no uannuataee NC Group/HBK "BUCT", npu nonnepkke Hay9IHBIX
LeHTPOB 1 MHCTUTYTOB Poccuiickoit Axanemun Hayk u Poccuiickort Axkagemun Meanmmacknx Hayk.

The TVTN-2005 Conferences were initially organized by NC Group/NVK "VIST" and supported by Scientific
Centers and Institutes of Russian Academy of Sciences and Russian Academy of Medical Sciences.

HNudopMannoHHO-BHIYHCINTEIbHbIE TEXHOJOTHH B pelIeHHH (PyHIaMeHTAJbHBIX HAYYHbIX
MpoodJIeM U NMPUKJIATHBIX 32249 XUMUH, 0M0JIOTHH, (hapMAIeBTHKH, MeTHIIHHBI

Computer Applications in fundamental and applied Chemistry, Biology,
Pharmaceutics and Medicine

ba3osrblie opranuzanuun

I'Y HUU 6nomennnuackoi xumun uM. B.H.Opexosrua
PAMH

WHCTUTYT TEOXMMHH U
B.N.Bepnanckoro PAH
MucrutyT oprannueckoit xumuu um. H.J1.3enunckoro PAH

AHATNTHICCKOM XUMHH  HM.

Xumuueckuit QakyiapreT MOCKOBCKOTO T'OCYAapCTBEHHOTIO
yHusepcutera uMm. M.B.JlomoHocoBa

[Iyummackuit Hayussiid nentp PAH

WuctutyT kpuctramiorpaduu um. A.B.11Iyonukosa PAH

HeHTp XHUMHH JICKApCTBECHHBIX CPEACTB

IIporpaMmMHbIif KOMHTET
ApuakoB A.U., akagemuk PAMH - npencenarenn

I'pudos JI.A., 1oKTOp PU3NKO-MaTEMaTUYECKUX HAYK,
npodeccop, wneH-kopp. PAH

HBanos A.C., 10KTOp OHONIOTrHYECKUX HAaYK, Ipodeccop
Ky3bmunckuii M.B., kanauiaT XuMU4YEeCKUX HAYK
MuxeeB O.B., kanauaaT TeXHHYECKUX HAYK

Hoabmaxos B.H., TOKTOp XMMUYECKUX HAYK

IlopoiikoB B.B., noxTop 6uomornyeckux Hayk, mpogeccop

TapraxoBckuii B.A., akanemuk PAH

3epupos H.C., akanemuxk PAH
IKCIepTHLINA COBeT KOH(epeHIHH

HBanos A.C., 10KTOp OHOIOTHMYECKHUX HAYK, Tpodeccop
Kopunios B.B., xananaaT Gpu3HKo-MaTeMaTHUECKUX HAyK
KysbMunckmii M.B., kanauaaT XuMHueckux HayK

Muxee O.B., kaHquIaT TeXHUYECKUX HAYK

Mamronun B.A., KaHauaaT XUMHUYECKUX HAYK

HouabmaxoB B.U., TOKTOp XUMMUYECKUX HAYK

opoiikos B.B., nokTop Onoiornvyeckux Hayk, mpodeccop —
npeacenare/ib

CkBopuoB B.C., kanaugatr OMOJ0rMuecKuX HayK

Hosting

V.N. Orekhovich Institute of Biomedical Chemistry of
Russian Academy of Medical Sciences

V.I.Vernadskiy Institute of Geochemistry and Analytical
Chemistry of Russian Academy of Science

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

Department of Chemistry of M.V. Lomonosov Moscow State
University

Pushchino Scientific Center of Russian Academy of Sciences
A.V.Shubnikov Institute of Crystallography of Russian
Academy of Sciences

Center for Drug Chemistry,
Research Institute

Chemical-Pharmaceutical

Program Committee

Archakov A.l., Full member of Russian Academy of Medical
Sciences - Chairman

Gribov L.A., Doctor of Physical and Mathematical Sciences,
Professor, Member -correspondent of Russian Academy of
Sciences

Ivanov A.S., Doctor of Biology, Professor

Kuzminskii M.B., Ph.D. in Chemistry

Mikheyev O.V., Ph.D. in Engineering

Polshakov V.I., Doctor of Chemistry

Poroikov V.V., Doctor of Biology, Professor

Tartokovskii V.A., Full member of Russian Academy of
Sciences
Zefirov N.S., Full member of Russian Academy of Sciences,

Expert Committee

Ivanov A.S., Doctor of Biology, Professor

Kornilov V.V., Ph.D. in Physical and Mathematical Sciences
Kuzminskii M.B., Ph.D. in Chemistry

Mikheyev O.V., Ph.D. in Engineering

Palulin V.A., Ph.D. in Chemistry

Polshakov V.I., Doctor of Chemistry

Poroikov V.V., Doctor of Biology,

Professor — Chairman

Skvortsov V.S., Ph.D. in Biology



HNudopmannoHHO-BBIYUCIUTEIbHbIE TEXHOJOTHMH B (PyHAAMEHTAJIbHBIX M IPHKJIATHBIX
(pu3uK0-MaTeMaTHYECKHX HCCJIEA0BAHMAX

Computer Applications in Fundamental and Applied Physics and Mathematics

ba3oBble opranuzauuu

WuctutyT npobaem ynpasienus PAH

HuctutyT KocMuueckux uccienoBanuit PAH

WHucTutyT BhiuMcauTensHOU MaTemMatuku PAH

HuctutyT MaTemaTnyeckoro Mmoaenuposanust PAH
HuctutyT cucremuoro nporpammuposanus PAH
HayuHno-uccenoBarenbCckuii BIUMCIUTENbHBIN LeHTp MI'Y

MoCKOBCKUI TOCYAapCTBCHHBI HHCTUTYT paJUOTEXHUKH,
JIEKTPOHUKHU U aBTOMaTuKu (TexHudyeckuil yHusepcuTer)

WHCTUTYT panuoTexXHUKy U aneKkTponuku PAH

IIporpaMMHBIii KOMUTET
Boesogun B.B., akagemux PAH — npeacenarenn

HNBanHukoB A.Jl., TOKTOp TEXHHYECKHUX HAYK, ipodeccop
Kanutkun H.H., nokrop ¢usnko-mareMaTHYeCKHX HayK,
npodeccop, wien-kopp. PAH

Kysunenon C./l., TOKTOp TEXHUYECKUX HAYK, Mpodeccop
MuxeeB O.B., kanauatr TeXHHYECKUX HAYK

Camoxun A.B., 10okTOp (U3NKO-MaTeMaTHYECKUX HayK,
podeccop

TuxonpaBoB A.B., 10kTop (pU3HKO-MaTeMaTHYECKHX HayK,
podeccop

Tpaxrtenrepu J.A., TOKTOp TEXHUYECKUX HAYK, Ipodeccop

Yerepymikud B.H., 1oktop (u3HMKo-MareMaTHUECKUX
Hayk, ipodeccop, uneH-kopp. PAH

IKCIepTHHINA coBeT KOH(epeHIHH
AntonoB A.C., xaHgunatr (HU3MKO-MAaTeMaTHYECKHX HayK,
JIOLIEHT
Boesoaun Bu.B., 10okTOp (U3MKO-MaTEMaTHYECKHX HAYK,
npodeccop, wien-kopp. PAH
Kymuxos C.II., xanmunar (u3HKO-MaTeMaTHYeCKHX Hayk,
JIOI[EHT

Jupano M.K., nokrop ¢(u3MKO-MaTeMaTHUECKUX HAYK,
podeccop

MuxeeB O.B., kanauaT TeXHHYECKUX HAyK

Camoxun A.B., 10kTOp (U3HKO-MaTEeMaTHYECKUX HayK,

npodeccop - nmpeaceaaTesb

®anbk B.H., 1okTOp TeXHUYECKHX HAYK, Ipodeccop
®etrucoB l0.K., noxrtop ¢usmko-mareMaTnyecKux Hayk,
npodeccop

Yepasinues B.B., kannunat GU3NKO-MaTeMaTHUECKUX HAYK,
JIOLEHT
SIkoGoBckuit  M.B.,
HayK, JIOLEHT

KaHauaat (1)I/I3I/IKO-MaTeMaTI/I'{eCKI/IX

Hosting

Institute of Problems of Management of the Russian
Academy of Science

Institute of Space Research of the Russian Academy of
Sciences

Institute of Numerical Mathematics of the Russian Academy
of Sciences

Inctitute for Mathemetical Modelling of the Rassian Academy
of Sciences

Institute for System Programming of the Russian Academy of
Sciences

Researh Computing Center of the Moscow State University

Moscow State Institute of Radio Engineering, Electronics,
and Automatics (Technical University)

Institute of a Radio Engineering and Electronics of the
Russian Academy of Sciences

Program committee

Voevodin V.V., Full member of Russian Academy of
Sciences- Chairman

Ivannikov A.D., Doctor of Engineering Sciences, Professor
Kalitkin N.N., Doctor of Physical and Mathematical
Sciences, Professor, Member -correspondent of Russian
Academy of Sciences

Kuznetsov S.D., Doctor of Engineering Sciences, Professor
Mikheyev O.V., Ph.D. in Engineering

Samokhin A.B., Doctor of Physical and Mathematical
Sciences, Professor

Tikhonravov A.V., Doctor of Physical and Mathematical
Sciences, Professor

Trahtengerts E.A., Doctor of Engineering Sciences,
Professor

Chetverushkin N.N., Doctor of Physical and Mathematical
Sciences, Professor, Member -correspondent of Russian
Academy of Sciences

Expert committee
Antonov A.S., Ph.D. in Physical and Mathematical Sciences,
Assistant Professor
Voevodin VLV., Doctor of Engineering Sciences, Professor,
Member -correspondent of Russian Academy of Sciences
Kulikov S.P., Ph.D. in Physical and Mathematical Sciences,
Assistant Professor
Lifanov I.K., Doctor of Physical and Mathematical Sciences,
Professor
Mikheyev O.V., Ph.D. in Engineering
Samokhin A.B., Doctor of Physical and Mathematical
Sciences, Professor - Chairman
Falk V.N., Doctor of Engineering Sciences, Professor
Fetisov Yu.K., Doctor of Physical and Mathematical
Sciences, Professor
Cherdyntsev V.V., Ph.D. in Physical and Mathematical
Sciences, Assistant Professor
Yakubovskiy M.V., Ph.D. in Physical and Mathematical
Sciences, Assistant Professor



VBaxkaemsble KoJuieru!

[Ipoexr "MBTH.ru-snekTpoHHble KOH(pEpEeHUUU" - YHUKAJIBHBIH ONBIT OOBEAWHEHMS YCHUIMN
HAyYHBIX U KOMMEpPUYECKHMX OpTaHW3alliii M0 aKTyaJbHBIM BOIMPOCaM MpPHUMEHEHHS WH(GOPMAIIMOHHBIX
TEXHOJIOTHH B pelieHny (GyHIaMEeHTaIbHBIX U MPUKIAAHBIX HAYYHBIX 3a/1a4.

Henp mpoekta MBTH.ru — nmpakTuyeckd y4acTBOBaTb B Pa3BUTUU OTCUECTBEHHON HAyKU H
WCKaTh HOBBIE (DOPMBI TAKOTO y4YacTHsl.

B 3amaun UBTH.ru Bxoaut coxneiicTBue B 007acTH 0OMEHa HAYYHBIM OIBITOM W TOCTHKCHUSIMH,
opraHuzanysi OOCYKAGHUH Hay4HBIX BOIPOCOB, YCTPaHEHHE TreorpaQMuecKux W BEJOMCTBEHHBIX
OaprepoB, TOAAEpKKAa WHHUIMATHUBHBIX TPYII, Pa0OTAIOMIMX B HAyKe, IMOUCK HOBBIX KOHTAaKTOB C
3apyOeXHBIMH YYeHBIMH B cQepe HCIONb30BaHNs WH(GOPMAIIOHHO-BEIUNCIUTENBHBIX TEXHOJIOTUH B
HAYYHBIX MCCIEIOBAHUAX U pa3paboTKax.

B ceccum UBTH-2005 ogHOBpeMEHHO MPOBOAMIUCH JIBE MEKIUCIHUIUIMHAPHBIE KOH(EpPEHIHH
MO CJAEAYIOIIHUM HallpaBiICHUSIM:

o VHbopMannoHHO-BBIYHCIUTENbHBIE TEXHOJIOTHH B pEIIeHHH (DyHIAMEHTAIbHBIX HAy4YHBIX

npoOieM 1 MPUKIAIHBIX 3a]a4 XUMHH, OM0JIOTHH, (papMaleBTHKU, MEIULIUHBI

o HMudopMamoHHO-BEIYNCIUTENBHBIE TEXHOJOTHH B (YHIAMEHTAJbHBIX H TPUKIATHBIX

(hM3UKO-MaTeMaTHIECKHUX HCCIIeTOBAHMSIX

Cpenu y4acTHHUKOB KOH(EpEHIMH ecTh MpeJCTaBUTEIH, KaKk HAy4yHOro cOOOIIecTBa, TaK U
Pa3IUYHBIX BBICOKOTEXHOJOTUYHBIX KOMIAHUMH.

OpraHn3aroHHbI KOMUTET Onarogaput Bcex ydactHukoB MBTH-2005 m Hameercs Ha Bamme
ydactue B nocnenyrommux ceccusax UBTH.ru.

Opranuzanuonssiii komuteT UBTH.1ru

Dear Colleagues!

The project "IVTN.ru — web conferences” is a unique example of cooperation between scientific
organizations and commercial enterprises created to discuss various issues and problems of computer
applications in fundamental and applied science.

The main aim of the IVTN.ru project is to take an active part in supporting Russian science and
apply new forms of the support.

The main objectives of the IVTN.ru include providing opportunities for exchange of research
experience, arranging discussions on actual problems, eliminating geographic and bureaucratic boarders,
supporting the search for foreign scientific contractors.

Two multi-discipline conferences were held in terms of the [IVTN-2005 session:

o Computer applications in fundamental and applied Chemistry, Biology, Pharmaceutics and

Medicine

« Computer applications in fundamental and applied Physics and Mathematics

The audience of the conferences includes employees of different high-tech companies and the
representatives of scientific community.

The Organizing committee thanks all the participants of the IVTN 2005 and looks forward to
your participation in terms of the following IVTN.ru sessions.

The IVTN.ru Organizing committee






Cekuumsa 1 Section 1

UH®OPMALIMOHHO-BIYUCJIUTEJIbLHBIE
TEXHOJIOTUU B PELIEHUU ®YHJIAMEHTAJLHBIX
HAYYHBIX TPOBJIEM U TPUKJIAJTHBIX 3AJIAY
XUMUM, BUOJIOTUH, ®APMAIIEBTUKH,
MEJULUHBI

COMPUTER APPLICATIONS IN FUNDAMENTAL
AND APPLIED CHEMISTRY, BIOLOGY,
PHARMACEUTICS AND MEDICINE

http://www.ivtn.ru 7



Cekumsa 1

Section 1

CEKIMA 1

OBIIME IMTPOBJIEMBI U IEPCITEKTUBBI UCIIOJIb30BAHUS NTH®OPMALIMOHHBIX
U KOMIIBIOTEPHBIX TEXHOJIOT U B HAYKE

SECTION 1

GENERAL PROBLEMS AND PROSPECTS OF COMPUTER APPLICATIONS IN
SCIENCE

NPUHUUNbI MOCTPOEHUA HAYYHOIO 3HAHUA

Fpnbos J1.A.
VIHCTUTYT reoxXvMmnm 1 aHanMTU4eckom Xmmmm
mm. B.N.BepHagckoro PAH

B paHHOM paboTe paccmaTpuBaloTCs  MPUHLUMMbLI
NOCTPOEHNA HAay4YHOro 3HaHu4. B cuny yHnsepcarnbHOCTU
CBOEr0 XapakTepa W3MNoXeHHbIi MaTepuan MoXeT ObITb
MHTEepeceH cneunanuctaMm u3 pasfiMyHbIX obnacten
HayKu

http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=354

®U3NYECKAA TEOPUA MONEKYNAPHBIX
NMPOLIECCOB

Fpnbos J1.A.

WHCTUTYT reoxvmum n aHanmuTm4eckomn Xxmmmm
um. B.U.BepHaackoro PAH

MNpepnaraemas uyutatensMm nybnukauus nNocTpoeHa Ha
OCHOBaHWW MaTepuanoB YCTHbIX [AOKNAgoB, KOTOpble
aBTOp caenan Ha cemuHapax uenoro psga HUU
Akagemumn Hayk n gp. B cratbe B copme TesmcoB C
fonblWMM  KONMYECTBOM  MNMKOCTPALUMI  M3naralTes
OCHOBHbIE MONIOXEHNS HOBON PM3nyeckon Teopun Kak
MPOCTENLUNX BHYTPUMONEKYNSAPHbLIX MPOLIeCCcoB, MNpw
KOTOPbIX BCE CBOAUTCA K U3MEHEHWMIO COCTOSHUIA OOHOW
MOMeKynbl (BHYTPUMONEKYNSPHbIE Mepexofbl C OJHOro
YPOBHSA 3HEprum Ha Apyron), Tak u Bonee CROXHbIX,
Korga BO3HMKAKOT HOBble NpPOAYKTbl B pe3ynbTarte
CTPYKTYPHOW M30OMepM3aumm U peakuuih cuHTesa U

pa3noxeHunsa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=376

PRINCIPLES OF CREATION OF SCIENTIFIC
KNOWLEDGE

Gribov L.A.

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

The following report deals with the principles of creation
of scientific knowledge. The material considered in this
work is universal and could be interesting for specialists
of different branches of science

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=354

PHYSICAL THEORY OF THE MOLECULAR
PROCESSES

Gribov L.A.

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

The suggested publication is based on the material of oral
reports, made by the author during the seminars in
different scientific and research institutes of the Russian
Academy of Sciences. The article deals with the
statements of the new physical theory both of the simple
intermolecular processes, when we consider only the
changes of conditions of the single molecular
(intermolecular transfer from energy level to another), and
of more complex ones, when the new products appear as
a result of structural isomerization and reactions of
synthesis and dissolution

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=376

MBTH.ru
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NCNONb30OBAHUE MHOOPMALIMOHHbIX
TEXHOOMW B NPOEKTHOW AEATENBHOCTU
YYALLUXCA

fAxkoBeHko T.B.

CpeaHsasa obweobpasoBaTtenbHas wkona Ne165,
r.Kasanu

MNeparornyecknin amsaH HeoTbemremass 4acTb noGoN
negarorMyeckon TEXHONOorMn, SIBNSASCb NpoueaypHbIM
MexaHu3MomMm, bnarogapsa KOTOpoMy 3Ta negarormyeckas
TEXHOMNMOrMs AOXOAWUT [0 pearnbHOro MpUMEHeHus B
y4yebHo-BocnMTaTenbHOM npouecce. LLupokoe none ans
TBOpYECTBA MEOaAroroB SfieKTUBHble Kypcbl. B Takux
Kypcax OTCYTCTBYeT OLeHo4Has cuctema. Pewntb 3Ty
npobnemy no3BonsAeT NPOEKTHBLIA METOA B COYETaHME C
WH(OPMALMOHHBIMKU TexHonorusMu. Kypc HEeBO3MOXHO
NpoBecT! B CTaHOAPTHbIX YCMNOBWUsSIX, He npuberas K
MOMOLUM  MHPOPMALMOHHBIM  cpeacTBaM  obyyeHus,
NMO3BONAKOLIEr0 COKpPaTUTb BpeMsi, cAenaTb Marepuan

APKUM, HarmagHbIM
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=360

USING OF IT IN STUDENT’S PROJECT ACTIVITY

Yakovenko T.V.
165 Kazan Secondary School

Pedagogical design is an essential part of any
educational technology, it is procedure mechanism, with
the help of which, and educational technology could de
really applied in teaching and educational process.
Elective courses are a wide field for teacher’s creative
work. Thus courses avoid marking system. For solving
this problem there is a project method coupled with IT.
Course could not be carried in standard conditions,
without help of IT resources for educating, allowing to cut
down the time, and to make materials more vivid and
understandable.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=360

http://www.ivtn.ru
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Section 2

CEKIIMA 2

KOMIIBIOTEPHBIE BBIYNCJIEHUSA, UX OPI'TAHU3ALUSA (CETU U TAPAJIVIEJIBHBIE
BBIYUCJIEHUSA)

SECTION 2

COMPUTING AND COMPUTING MANAGEMENT (NETWORKS AND PARALLEL
COMPUTATION)

MOOENUPOBAHUE CTPYKTYPbI AHK ANNTMEPOB K
TPOMBUHY U X KOMIMJIEKCOB C TPOMBUHOM

FonoBuH A.B., PeweTtHukoB P., CnupuaoHoBa B.A,,
Konbinos A.M.
MockoBckuIM rocygapCTBEHHbIM YHUBEPCUTET
um. M.B.JTomoHocoBa
B pabote npoBegeHO MoAenupoBaHue MeToamu
KOMMbIOTEPHOMN MOMEKYNAPHOM OVNHaMUKK (MA)
KOMMJIEKCOB [OHK-antamepoB c TPOMOUHOM.
CpenctBamm MoCTpoeHMs cTaHAapTHbIX cTpykTyp HK
CKOHCTPyMpoBaHa Mozernb NPOCTPaHCTBEHHOM
cTpykTypbl ANT-30 HA OCHOBE M3BECTHOWM CTPYKTYpbl ANT-
15. MNpoBepeHa cumynsauus M nony4eHHOM CTPYKTypbl
AnT-30 u Ant-15 B pactBOpe, Kak B CBOOOOHOM
COCTOSIHUM, MaK U B KOMMIEKCE C MOHaMu HaTpus U
kanuga. Oba anTamepa nokasanu BbICOKYt0 CTabUNbHOCTb
Ha npoTtsbkeHun 10 HC B NPUCYTCTBMM MOHa Kanus B
cTpyktype G-KkBapTeTa, 4YTO HaxoAMTCA B XOpOLUEM
COOTBETCTBMM C AaHHbIMM nuTepaTypbl. Moandukauums
cTpykTypbl AnT-15 npu noctpoeHun Ant-30 He noenuana
Ha ycToMuMBOCTb MK  cTabunbHocTb  G-kBapTeTa.
CmogenupoBaHHbI KoMmnnekcbl TpoMbuHa ¢ AnT-30 u
AnT-15 6bINMM  noaBeprHyTbl paBHoBecHon M. O6a
KOMMfekca okasanucb CcTabunbHbiMK. CTPYKTYpHBIM
OCHoBaHMeM MeHbluen kKg komnnekca TpombuHa ¢ AnT-
30 aBngeTCcHa yBenu4yeHve Yvcna BOAOPOAHbIX CBS3EN C
TPOMOMHOM, KOTOpble 06pasyloT BbLINETNMBAHUSA, He
npuHagnexawme G-keapTteTy. O6Lasn opueHTauma AnT-
30 B komnnekce ¢ 6enkoMm nossonseT antamepy bonee
3hpeKTUBHO onokupoBaTtb MecCTO CBSA3bIBAHUSA
dunbprHoreHa ¢ TPOMOUHOM.
Pabota nopgpepxaHa rpaHTamun - PODN-04-04-48942,
POOUN-HBO- 03-04-89001, PPPU-TPEH -04-04-39014,

YHusepcuteTbl Poccnn 05-02-041, PO 05-04-49750
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=337

COMPUTER MODELING OF DNA APTAMERS TO
THROMBIN STRUCTURE, AND THEIR COMPLEXES
WITH THROMBIN

Golovin A.V., Reshetnikov R., Spiridonova V.A.,
Kopylov A.M.

M.V.Lomonosov Moscow State University

The modeling of complexes of DNA aptamers with
thrombin, using the methods computer molecular
dynamics was carried out. With the help of design tools
for standard structures of nucleic acids, the 3D model of
Apt-30 basing on known structure of Apt-30 was created.
The simulating of molecular dynamics of the result
structures of Apt-30 and Apt-15 in solution, in free state
and with natrium and potassium ions was held. Both
aptamers have shown high stability during 10
nanoseconds with the potassium ion in G-quartet
structure, and this is well conform to literature data. The
modification of Apt-15 structure, during the creation of
Apt-30 had no influence on steadiness of G-quartet. The
created complexes of thrombin and Apt-30 and Apt-15
were subjected to equilibrium molecular dynamics. Both
the complexes were stable. The structure base of the
smallest complex of thrombin and Apt-30 is the increasing
number of hydrogen bonds with thrombin, which create
loops that are not included in G-quartet. The general
orientation of Apt-30 in complex with protein allows
aptamer to block effectively the binding site of fibrinogen
with thrombin.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=337
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Section 2

MCNONb30OBAHUE OB BEKTHO-
OPUEHTUPOBAHHOW TEXHONOMNu
NMPOrPAMMUPOBAHUA ONA CUHXPOHHOIO
NOCTPOEHUSA TEOMETPUYECKOW U CUITOBOM
CTPYKTYPbl MONEKYN

ObsiyeHko I.T.

Ddusunyeckun nHCTUTYT um. MN.H.Jlebegesa PAH

Mpegnaraetcs o00bekTHass Mogenb MOSMEKyn M UX
hbparmeHTOB, cogepxallas AaHHble 06 aTomax, MaTpuue
CBHA3HOCTM, €CTECTBEHHbIX KOOpAUHaTax W CUIOBbIX
MOCTOSHHBIX, TO  €CTb  MOMHYyK  WMHopmaumio,
HeobxoAMMyl0 AN pelleHns kornebatenbHOW 3agayn B
NpuBnuxeHUn BaneHTHbIX cun. C NomoLLbo npoueaypsbl
CKMNenkn ns dparMeHToB KOHCTpyMpyeTcsa Heobxoammas
MoneKyna, npu 9TOM [OMycKaeTcs nepeKpbiBaHue
dparmMeHTOB, U aBTOMaTM4ECKM MOAUDULMPYIOTCH BCe
KOMMOHeHTbl 06bekTa. [Ins nocTpoeHust konebaTensHoro
YPaBHEHUS MpU  HanmM4yMu BCEX HE3KBUBANEHTHbIX
parmeHTOB He TpebyeTcAa HWMYero kpome npoueaypsbl

CKIenku
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=302

USING OF OBJECT-ORIENTED PROGRAMMING FOR
SYNCHRONOUS CONSTRUCTION OF MOLECULE
GEOMETRIC AND FORCE STRUCTURE

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

Molecules and its fragments object model, containing the
atoms, adjacent matrix, natural coordinates and force
constants data, i.e. the full information needed for the
vibrational calculations in valence-force approximation.
The molecule is constructed from fragments with using
gluing procedure, at that the covering of fragments is
allowed, and all object components automatically are
modified. Nothing needs for vibrational equation
construction in presence of all non-equivalent fragments
except gluing procedure

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=302

http://www.ivtn.ru
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Section 3

CEKIIMA 3

MOIEJNPOBAHUE, YNCJIEHHBIE SKCIIEPUMEHTbBI

SECTION 3

COMPUTER SIMULATION

MOOENNPOBAHWE FTEOMETPUYECKOIO
CTPOEHUA BAH-OEP-BAAJIbCOBbIX
KOMMJIEKCOB BEH3O0J1A C MOJIEKYITAMU A30TA
Obsavenko I'.I'.

dusnyeckuii MHCTUTYT um. M.H.Nlebenesa PAH

MeTogbpl  MONEKYNAPHOW  MEeXaHWKW, AWHaMUKN U
nonyamnupuyeckne  MeTodbl  UCMOMb30BaHbl  AMA
MOAENMPOBaHNA reoMeTpUYEecKoro CTPOEHWUs BaH-Aep-
BaarnbCOBbIX KOMMIEKCOB 6eH3ona ¢ Mornekynamu asora,
obpasylolwmxca B CBEpPX3BYKOBOW cTpye. HavgeHsl
Hambonee 3HepreTMYeckn BbIroAHbIE KOHurypauum
KOMMIEKCOB, KOTOPble XapaKTepusylTcsa Tem, YTo
MOMEKynbl a30Ta KOHLEHTPUPYIOTCA NPenMyLLECTBEHHO C
OOHOW CTOPOHbI MNOCKOCTN 6eH30MbHOro Kombua, 3a
WCKIIOYEHMEM OAHOW MoOreKynbl asoTa, KoTopas, Kak

npasuno, pacnonaraeTca c I'IpOTI/IBOI'IOJ'IO)KHOI;i CTOPOHDbI
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=291

UCNONNIb3OBAHUE AITTOPUTMA MOOENN
OUINEKTPUYECKOIO NPOBOA ONA ONUCAHUA
PA3BUTUA N’PUBHbIX KONTOHUWA B
FETEPOIEHHbIX CPEOAX

LiBeTkoBa E.O., Marunnxa J1.K.

CaHkT-lNeTepbyprckmin rocygapCcTBeHHbIN YHUBEPCUTET

PaccmoTpeH HOBbIN  MOAXOA4 K MOAENUPOBAHMIO
CTPYKTYpoObpa3oBaHus B rPUBHbIX KOMOHMSX Ha OCHOBE
anroputma DBM. MpoBepeHa KOMMblOTEPHAst
peanusauusa anropyutMa C Y4eTOM OCOBeHHOCTew

HpMGHBbIX cuctem. [lpeanoxeHsl nyTM Moaudmkauum
MoAenu Ans cnyyas pasBUTUS KOMOHWW B reTePOreHHown

aHM30TPOMHOM cpeae
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=328

GEOMETRICAL STRUCTURE MODELING OF
BENZENE VAN-DER-VAALS COMPLEXES WITH
NITROGEN MOLECULES

Diyachenko G.G.

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

Molecular mechanics, dynamics and semiempirical
methods are used for geometrical structure modeling of
benzene van-der-vaals complexes with nitrogen
molecules, formed in supersonic jet. Most energetically
stable complex configurations are found. The main
characteristic of this configurations is localization of
nitrogen molecules from the one side of the benzene ring
except one, which usually are placed on the opposite side

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=291

DIELECTRIC BREAKDOWN MODEL ALGORITHM
APPLICATION FOR FUNGI COLONIES EVOLUTION
PROCESSES MAPPING

Tsvetkova E.O., Pagina L.K.
Saint-Petersburg State University

A novel approach based on the algorithm of DBM model
to structure formation in Fungi colonies mapping has
been considered. Computer realisation of the algorythm
has been carried out regarding peculiarities of fungal
systems. Ways for the model adaptation to
heterogeneous anisotropic media case have been

suggested
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=328
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KBAHTOBO-XUMUYECKOE N3YYEHUE PEAKLIUN C-
OPUNTMPOBAHUA YYACTUEM HECUMMETPUYHBbIX
OnxXnormnpoB TPUAPUNIBUCMYTA

3eneHuoB C.B., MapbscuH B.A., ®égopoB A.IO
Hwxeropoackuii rocyapCTBEHHbIV YHUBEPCUTET UM.
H.N.JNlobauesckoro

Mcnonb3yss nonyaMnupuyeckuin - KBaHTOBO-XMMUYECKMNI
metogq (PM3), wuccnegoBaHbl nytn peakuun C-
apunupoBaHus c yyactuem HECMMMETPUYHBIX
ONXNOpUAOB  TpUapuneucmyTa, C LEnbl  OnucaHus
3KCnepMMeHTansHoO yCTaHOBMNEHHOMN 3aBMCUMOCTU
permoceneKkTMBHOCTM  peakuuMn  OT  MUCMOoNb3yemoro
cyberpara. OnpepeneHsl reomeTpuyeckue "
3HepreTuyeckne napameTpbl obpasyromnxcs
WUHTEepMeamnaTos. MokasaHo, 41O obpaszoBaHue
NPOAYKTOB apuUNMpOBaHNA WM (PEHUNMPOBaHUA MOXeT
ObiTe  OOBSACHEHO  pasnuMuMeM  yKa3aHHbIX  Bblle

napameTpoB nHTepmMegnaTon
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=344

QSAR UCCINNIEQOBAHUA ACONITUM U DELPHINIUM
ANKANOMaOoB C MPOTUBOAPUTMUYECKOW
AKTUBHOCTbIO

Typa6ekoBa M.A., xxaxaHrupoB ®.H., PacyneB B.®.
HaumoHanbHbI YHUBEpCUTET Y3bekncraHa

BbinonHeH QSAR aHanus gns cepun AntepneHouaHbIX
ankanougos NpPOTUBOAPUTMUYECKOTO aencTaus
BblOEMEHHbIX M3 pogoB  pacTteHuin  Aconitum w
Delphinium. Monekynbl ankanongoB C NIMKOKTOHUHOBbLIM,
reTepaTM3vMHOBbLIM, HaMnenMHOBBIM W AeHadyTUHOBLIM
ckenetamMy  ONTUMMU3MPOBAHHBIMK  MOTYSMMIMPUYECKAM
metogom AM1, Obinn uUcnonb3oBaHbl ANA  Moucka
3aKOHOMEPHOCTH mMexay CTPYKTYypoii "
NpPOTUBOAPUTMUYECKON aKTUBHOCTbHO. MeTtogom
reHeTU4ecKoro anropuTma " MHOXECTBEHHOIro
nMHenHoro  perpeccuoHHoro  aHanmsa  (GA-MLRA)
oTobpaH psA  NyywMx  NPOrHO3UPYKOLWMX  MoAenen
Hanboree MOSTHO OMUCLIBAIOLLMX BO3MOXHbIA MEXaHU3M

OMonornyecKom akTMBHOCTH
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=330

CTPYKTYPHAA OUHAMUKA MOJEKYIbI
KBEPLETUHA B PACTBOPE

Bpyckos B.I.

WHCTUTYT XMMUn pacTuternbHbIX BELLECTB

um. C.KO.KOHycoBa Akagemumn Hayk Pecny6nuvkm
Y3bekucraH

MeTtogamu cnektpockonun AMP 13C 1 KBaHTOBOWM XUMUK
uccrnegoBaHa KeTo-eHOoMbHasi TayToMepusi MPUPOAHOro
dnaBoH-3-ona kBepueTuHa. [lokasaHo, 4TO MUrpauums
NPOTOHA MOXET MPOUCXOAUTL KaK BHYTPUMOMEKYSPHbINA

nepexopn, Tak n ¢ y4actmem MorseKkyrn pacTtesoputensa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=343

QUANTUM QHEMICAL STUDY OF C-ARYLATION
WITH PARTICIPATION OF NON-SYMMETRICAL
TRIAYLVISMUTH DICHLORRIDES

Zelentsov S.V.

N.l.Lobachevskiy State University of Nizhniy Novgorod

The reaction pathways of C-arylation with participation of
non-symmetrical triarylbismuth dichlorides were studied
using semi-empirical quantum chemical method (PM3) in
order to describe the experimentally observed reaction.s
regioselectivity as a function of used substrates. The
geometrical and energetic parameters intermediates
formed were determined. It was shown, that the formation
of arylation (phenylation) product can be explained by
distinction of parameters of intermediates

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=344

QSAR STUDIES ON ACONITUM AND DELPHINIUM
ALKALOIDS OF ANTIARRHYTHMIC ACTIVITY

Turabekova M.A., Dzhakhangirov F.N., Rasulev B.F.
National University of Uzbekistan

QSAR analysis has been performed for the series of
antiarrhythmic  diterpenoid alkaloids isolated from
Aconitum and Delphinium plant spp. Alkaloid molecules
with lycoctonine, heteratisine, napelline and denadutine
core skeletons have been optimised using AM1
semiempirical method and applied in further structure-
activity relationship studies carried out. A number of best
predictive models significantly related to the mode of
action have been identified by Genetic Algorithm method
combined with Multiple Regression Analysis (GA-MLRA)

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=330

STRUCTURAL DYNAMICS OF THE QUERCETIN
MOLECULES IN SOLUTION

Bruskov V.P.

S.Yu.Yunusov Institute of the Chemistry of Plant
Substances of Uzbekistan Republic Academy of Sciences

Using the methods of NMR spectroscopy and quantum
chemistry the keto-enol tautomerism of the natural
flavone-3-ole quercetin was studied. It was shown that
migration of proton could happen both as intermolecular

transfer, and with the help of dissolvent molecules.
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=343

http://www.ivtn.ru
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AHAJIIN3 KOMMNMNEKCHOIO BNUAHUA NPU3HAKOB
HA NMECTULUMOHLIE CBOUCTBA

CemeHTeena J1.LU., Kupnan C.A., NewkuHa U.B.,
TropuHa J1.A., KanTtop E.A.

Ydummcknii rocyaapcTBeHHbIV HEDTAHON TEXHUYECKUI
yHUBEpPCUTET

B pesynbTaTte aHanu3a cBsi3U «CTPYKTypa - nectuumaHas
aKTMBHOCTb»  FeTepOOpPraHMyeckux  COeAMHEHUA C
nomoLlubo cucteMbl «SARD» BbISIBNEHO KOMMMNEKCHoe
BNUSHWE MPU3HAKOB, XapaKTepHbIX OLHOBPEMEHHO ANs
HEeCKOJSIbKMX TUMOB akTMBHOCTWU. Hanpumep, 3ameLleHHble
nunepeavH U Tpuason obnagaltT poCcTperynupyowen un
PYHIMUMAHON aKTUBHOCTbIO, 1,3,5-3am. Ar -
repbuumaHon n yHrumaHown, 1-3am. Ar — coyHriMUMaHoM
N WHCEKTUUMOHOW, 3dupbl (DOCHPUHOBON KUCNOTbI —
YHMMUMAHOW, UHCEKTULMOHON 1 POCTPErynupyoLen
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=311

BHYTPEHHUW MEXAHMU3M FrEHEPALIUN
3HAYUTENBbHOIO ANEKTPUYECKOIO
ANNONbHOINO MOMEHTA MONEKYNbI AHK.
KBAHTOBO-XUMWYECKUIA AHANU3
Ka6aHoB A.B., Komapos B.M.

UHcTutyT Brodmankm knetku PAH

B paboTte, ocHOBbIBasCb Ha pasBMBaeMOW aBTopamu
naee o0 BHYTPEHHEM MONMMOPU3ME YOTCOH-KPUKOBCKMX
nap B CTpyktype asonHon cnupanu OHK, ¢ nomoLubto
KBAHTOBO-XMMMWUYECKMX  MOSTYAMMMPUYECKUX  pacyeToB
npoaHanuamMpoBaH MeXaHW3M HaKoMMeHns GOonbLIOro
3NEKTPUYECKOro AWMOSNIbHOTO MOMEHTa B MOAESbHbIX
crnvparnbHbIX CTOMKaX M3 HEMMOCKMX kaHOHM4Yeckux AT u
GC nap as3oTucTbix OCHOBaHWW. PaccmoTpeHa
3aBMCUMOCTb BEITUYUHbI " HanpaBrneHHOCTU
3MNEKTPUYECKOro AMMNOMbLHOrO MOMEHTAa ABOWHOW cnvpanu
OT [ONUWHbI  cnvpanu, OT  PasfUyHblX reoMeTpuin
BOLOPOOHOrO CBSI3bIBAHUSI Nap, a Takke, OT BENNYUHbI

n3rnbosoro NCKpUBINeHna rnaBHOM OCH cnupanu
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=335

OKCNEPUMEHTANNbHOE UCCINEAOBAHUE U
nonyamnmMPUYECKOE MOOENMUPOBAHUE
®OTOMNPEBPALLEHUA TEMHOBbIX PEAKLIUA B
XEMUNIOMUHECLIEHTHbIE

BacunbeB P.®., Llannes 10.B.

MHCTUTYT Buoxnmmnyeckomn ousmku

M. H.M.OmaHnyana PAH

OOHapyxeHbl  crnydanm  npeBpalleHUss  «TEMHOBOMN»
peakuMm B XEMUSIIOMWUHECLIEHTHYHD  MOCPEACTBOM
npeaBapuTenbHOro  obryyeHusi peareHToB  CBETOM

HU3KOI (HECKoNbko MBT/CM?) MHTEHCMBHOCTW. MpUMeps!
— peakuuMn rmgpasoHa CanuuunoBOro anbgernga wnm
aHTpoHa c OH. [poBeaeH.l PM3-pacueTbl
3HEepreTUYecKoro npodwuns, TEnnoThl, aHeprum
aKTMBaLMM BO3MOXHbIX NyTen peakumu. lNokasaHo, 4TO
peakuna c¢ OH doTonpoaykta C MOBbILEHHON
BHYTPEHHEN 3Heprmenl M peakuUMoHHOM CMOCOBHOCTbIO,
BO3BpallaeT MoOMyyeHHyl0 3Hepruio B dopme cseTa.
fBneHne wHTEpecHo Kak And Teopuu, Tak W ANS

XUMUYEeCKoro aHanmaa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=345

ANALYSIS OF COMPLEX INFLUENCE OF
CHARACTERISTICS ON PESTICIDE FEATURES
Sementeyeva L.Sh., Kirlan S.A., Peshkina l.V.,
Tyurina L.A., Kantor E.A.

Ufa State Technical Oil University

As the result of analysis of “structure-pesticide activity”
relationship of hetero-organic compounds using “SARD”
system, the complex influence of characteristics,
simultaneously typical for several types of activities, was
discovered. For instance, substituted piperedine and
triazole have growth regulative and fungicidal activities 1,
3, 5 — substituted Ar - herbicidal and fungicidal, 1 —
substituted Ar — fungicidal and insecticidal, ethers of
phosphinic acid have fungicidal, insecticidal and growth

regulative activities.
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=311

INTERNAL MECHANISM OF BIG ELECTRICAL
DIPOLE MOMENT GENERATION OF THE DNA
MOLECULE. QUANTUM-CHEMICAL ANALYSIS

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

In this work on the basis of the idea of the intrinsic
polymorphism of Watson-Crick base pairing in DNA
structure, with the use of quantum-chemistry methods we
analyzed the process of electric dipole moment
accumulation in model spiral stacks of canonical non-
planar AT and GC pairs. The dependence of the value
and orientation of electrical dipole moment of a double
helix from spiral lengthening, from different geometries of
base H-pairing, and also, from the spiral bending were
considered

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=335

EXPERIMENTAL STUDIES AND SEMIEMPIRICAL
MODELLING OF PHOTOTRANSFORMATION OF
DARK REACTIONS INTO THE CHEMILUMINESCENT
PROCESSES

Vasilev R.F., Caplev Y.B.

N.M.Emanuel Institute of Biochemical Physics

of Russian Academy of Sciences

The cases were found when a “dark” reaction might be
transformed into chemiluminescent one by pre-irradiation
with the light of low (a few mW/cmZ) intensity. Reactions
of salicylaldehyde hydrazone or anthrone with OH are
the examples. PM3 calculations were made of energy
profile, reaction heat, activation energy for possible
reaction routes. It was shown that the OH reaction with
the photoproduct, having the increased internal energy
and reactivity, returned the obtained energy in the form of
light. This effect is of interest for the theory as well as for
analytical chemistry

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=345
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BNMUAHUE XONECTEPUHA HA CBOUCTBA
BUCNOEB HEHACBILLEHHbIX
POCPATUANNXONMUHOB: MOOENNPOBAHUE
METOAOM MONEKYNAPHOMU OUHAMUKN
KopHunos B.B., Bana6aes H.K., PabnHoBuu A.Jl.
WHCTUTYT MaTemaTtumyeckux npobnem 6uonorun PAH

Mcnonb3oBaH MeToA MONEKyNspHOW AWMHAMWKU  Ans
nccrnegoBaHns BUSIHUA XONecTeprHa Ha CTPYKTYPHbIE U
OVHaMuyeckne CBOWCTBa rMapaTMPOBaHHbIX OWUCNOEB
dochaTnannxonmHoB pasnuyHom cTeneHu
HEHaCbILLEHHOCTU B XXWUOKOKPUCTaNIMYECKOM COCTOSHUN.
PaccuutaHbl npodumnu napameTpos nopsiaka ceasen C-H
n C-C yrnesBogopoAHblX — Lened  nMnNuMaoB U
OpPVEHTaUMOHHbIE CBONCTBA 3TUX CBS3EN; MOCTPOEHbI
NpodWnIN NNOTHOCTU PasnNMYHbIX aTOMOB W rPynn aToMOB
OTHOCWTENbHO HOpPMann K MOBEepXHOCTM  Bucros;
uccnegosaHa Andy3noHHas MNOABMXHOCTb MOeEKyn

nmnmnaoB B naTepaanoﬁ MJI0CKOCTU
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=370

PACYET CPEAHEVNOHHbIX KOQ®®ULIMEHTOB
AKTUBHOCTW B TMOPATHOM MOAENN
PACTBOPOB CUJIbHbIX ANNEKTPOJIUTOB
Motnuu B.A., llasykuH B.®.

Hwxeropoackas rocygapcTBeHHas MeguumHeKas
akagemusi

C nomouubio npouenypbl MOEHTUMKaALMM napameTpoB
onpefeneHbl 3HAYeHUsi napameTpoB (OYHKLUMOHAmNbHbIX
3aBMCUMOCTEIN BKMafoB B rmMApaTHOM Moenu BOAHbIX

pacTBOpOB CUINbHbIX SNEKTPOJSINTO. PaccuutaHbl
npmuBeaeHHble XMMUYeckne noTeHumanbl CTtaHOapTHOro
COCTOAHUA rmapaTtnpoBaHHbIX MNOHOB ana 20

ranoreHngoB M 5 rmapookucen LEernoYHo-3eMernbHbIX
anemMeHTOB. BocnpousBeaeHbl 3HaYeHWsi CpeaHEeNOHHbIX
KO3 pMUMEHTOB akTMBHOCTM Ans 15 cuctem pacTBOpOB
B 3aBUCMMOCTHU oT KOHLIEeHTpaLumu UCXOAHbIX
KOoMnoHeHToB B MHTepBane ot 0,01 go 3 monen Ha 1kr
pacTBoputensa CO  CcpefHen  MNOrpellHOCTbio,  He
npesbiwatowen 0,8%
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=366

NCCNEOOBAHUE MEXAHU3MA
BUONMIOMUHECYEHLUUU CA2+-PEFNYNIUPYEMbIX
®OTONMPOTEMHOB NONY3IMMUPUYECKUM PM3

MK-CCN METOOOM

PomaHoBa T.A., Beicotckun E.C.

WHCTUTYT BblumncnnTensHoro mogenuposanns CO PAH

BuonioMyHecueHuMs y psida  MOPCKMX OpraHn3Mos,
CBsi3aHa C OKUCNUTENbHbIM AekapbokcunupoBaHvem
2-rmpgponepokcuueneHTepasmHa A0  BO3OYXAEHHbIX
NPOOYKTOB B  aKTUBHOM LEHTpe (POTOMpPOTENHOB.
PacuntaHbl reomMeTpus U 3MEeKTPOHHAas CTPYKTYpbl
WHTEPMEOMaTOB W MNPOAYKTOB peakuMnm B Bakyyme W
KnactepHom mogenu akTmBHoro ueHTpa WT obenuHa
metogom PM3, a Bo3GyxaeHHble chopMbl NPOAYKTa Tak-
xe MK-CCI1. PacnpegeneHune aneKkTpoHHON NIIOTHOCTU U
nokanusaumsa HOMO 4yBcTBUTENbHbBI K UBMEHEHUIO NOMS
3apsgoB  AK-OKpykeHusas 1M Ong  uccrnegoBaHus
MEXaHU3MOB TaKuMX peakuui B MOAENbHbIX CUCTEMAax

BaXeH y4yeT 3ap4aa40BOro nojid 3Toro opyxeHua
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=364

INFLUENCE OF THE CHOLESTEROL ON FEATURES
OF BIO-LAYERS OF NON-SATURATED
PHOSPHATIDYLCHOLINES: SIMULATING BY THE
METHOD OF MOLECULAR DYNAMICS

Kornilov V.V., Balabaev N.K., Pabinovitch A.L.
Institute of Mathematical Problems of Biology Russian
Academy of Sciences

The method of molecular dynamics was used for studying
of the influence of the cholesterol on structural and
dynamic properties of hydrated bio-layers of non-
saturated phosphatidylcholines of different level of
nonsaturation in liquid-crystal state. We've calculated the
profiles of parameters of the levels of orders of C-H and
C-C links in hydrocarbon chains of lipids and orientation
features of these links; the profiles of density of different
atoms and groups of atoms respectively to the normal line
to the bio-layer surface were built up; the diffusion
mobility of the molecules of lipids in lateral surface were

studied
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=370

CALCULATING OF THE MEAN ION COEFFICIENTS OF
ACTIVITY IN HYDRATED MODEL OF STRONG
ELECTROLYTES SOLUTIONS

Monich V.A., Lazukin V.F.

Nizhniy Novgorod State Medical Academy

With the help of identifying of the parameters, the values
of the parameters of functional relations of the
contributions in hydrated model of strong electrolytes
solutions. The chemical potentials of the standard state of
the hydrated ions for twenty halogenides and five
hydrates of alkaline-earth elements were calculated. The
values of mean ion coefficients of activity for 15 systems
of solutions were reproduced depending on concentration
of initial components in the intervals from 0.01 to 3 moths
to 1 kg of the dissolvent with the average mistake not
more than 0.8%

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=366

THE STUDY OF BIOLUMINESCENCE MECHANISM OF
CA2+-REGULATED PHOTOPROTEINS IN THE
CLUSTER MODEL OF ACTIVE SITE BY
SEMIEMPIRICAL CAS-CI METHOD

Romanova T.A., Vysotsky E.S.

Institute of Computational Modeling of Siberian Branch of
Russian Academy of Sciences

The  photoproteins are  responsible  for  the
bioluminescence of a variety of marine organisms.
Therefore the residues comprising the CLZ-binding cavity
may critically affect the pathway leading to formation of
the excited state of CLM. The possible intermediates of
the CLZ decarboxylation reaction and excited states of
the CLM were calculated both in gas phase and in the
amino acid environment by semiempirical PM3 method in
MCSCF approach. It has been shown that the electron
density redistribution and HOMO localization are very
sensitive to the charge field of the surrounding amino acid
residues

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=364
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®OPMUPOBAHUE CTPYKTYPbl MONEKYNAPHON
LUENW NPU (CO)NMONMMEPU3ALIUN CNTUPO-OPTO-
KAPBEOHATOB

OmuTtpyk A.®., 3anuesa B.B.,Topuna T.I',,
3apeyHas O.M., Nlop6aHb O.A.

[oHeuKni rocyaapCTBEHHBIN YHUBEPCUTET 3KOHOMMKH 1
Toprosnu um. M. TyraH-bapaHoBsckoro

B paboTte npegcraeneHsbl pesynbTaThl
aKcnepumeTansHoOro " KBaHTOBO-XMMUYECKOro
MCCNefoBaHMA peakumMn M3omMepmsaLmn Makpopagvkana
Cnnpo-opTo-KapboHaTta B npoteccax
(co)nonumepusaunn. YCTaHOBINEHO, YTOTEOPETUYECKUMN
pacyeTammu 3NEKTPOHHbIX, reomMeTpU4ecKnx n
TEPMOLMHAMUYECKNX napameTpoB peakumm
noatsepxgawowme paHHole WK-n TMP  cnektpoB o
NPUCYTCTBMN B MAKPOMOJEKYNAPHON LIenu JUHENHbIX

CTPYKTYp, COOEpXallMX KeTOHHble U KapboHaTHble
rpynnbl,  YTO  OOHO3HAYHO  CBUAETENbCTBYET O
BO3MOXHOCTW  MPOTEKaHWs  peakuuMyu u13oMepusauun

pacTyLwiero makpopagukana
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=287

BHYTPEHHUA MUP CTPYKTYPHOIO
NONMMMOP®U3MA MOJNEKYIbl AHK: KBAHTOBO-
XUMUYECKUA AHANKU3

Komapog B.M., KabaHoB A.B., TennyxuH A.B.
UHcTutyT Brnodmankm knetkn PAH

Pab6ota nocesiLleHa obcyxaeHuo npobnembl
CTPYKTYPHO-PYHKLMOHANBHOMW  OpraHn3aumMn  Moriekyn
HYKMENHOBbLIX  KWACMOT,  SBMAIOWENCS  OgHOW U3

dyHOameHTanbHbIX npobneM coBpeMeHHOn U3mMKo-
Xmmmnyeckon Guonormm. Ha ocHose pesynbTaTtoB
KBaHTOBO-XMMWYECKMUX pacyeToB passMBaeTcs uaes o
KIIOYEBON POMM CKPbITOro nonumopdunama BOAOPOAHOIO
CBA3bIBAHWS  YOTCOH-KPMKOBCKMX  Map  a30TUCTbIX
OCHOBaHMN B CyLlecTBOBaHUM nonumopdusma qopm
ABouHbIxX cnupanen AHK n B dpopMmmpoBaHun mexaHusma
3aBUCUMOCTU  BTOpWYHOW  CcTpykTypbl  OHK ot

HyKJ'IeOTVI,EI,HOI7I nocnenoBaTenibHOCTU
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=332

FORMING OF THE STRUCTUTE OF MOLECULAR
CHAIN DURING (CO-) POLYMERIZATION OF SPIRO-
ORTHOCARBONATES

Dmitruk A.F., Zaitseva V.V., Tyurina T.G.,
Zarechnaya O.M., Gorban' O.A.

M.Tugan-Baranovsky Donetsk State University of
Economics and Trade

The results of experimental and quantum-chemical
analysis of isomerization of Spiro-Orthocarbonates
macroradical during (co-) polymerization are presented in
the report. It was determined that theoretical calculations
of electronic, geometric and thermodynamic parameters
of the reaction

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=287

INTERNAL WORD OF STRUCTURAL
POLYMORPHISM OF DNA MOLECULE: QUANTUM-
CHEMICAL ANALYSIS

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

The report is devoted to discussing one of fundamental
problems of a modern physico-chemical biology - the
problem of structural-functional organization of nucleic
acids molecules. On the basis of the results of quantum-
chemical calculations we substantiate the idea about a
key role of hidden polymorphism of Watson-Crick base
pairs in the appearance of DNA structural polymorphism,
and in the formation of mechanism of sequence-
dependence of DNA secondary structure

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=332
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DFT PACYET 3JIEKTPOHHOW CTPYKTYPbI U
CMUHOBOIO COCTOAHUA ATOMA XKEJIE3A
LIUTOXPOMA P450 HA CTAONAX KATAITU3A
MOHOOKCUIEHA3HbIX PEAKLIUMA

PomaHoBa T.A.

WHCTUTYT BblumMcnnTensHoro mogenuposaxus CO PAH

MpencraeneHbl pesynbTaThbl ncenegoBaHus
3NEKTPOHHOWN CTPYKTYPbl U CMMHOBOIO COCTOSIHUSI aToMa
Xenesa uutoxpoma P-450 Ha cTagumsx kaTanusa
MOHOOKCUreHasHbIX peakumi metogom DFT B 6Gaswuce
B3LYP/6-31G***.  [loka3aHO, 4YTO MPMEXYTOYHblE
KOMMIEKChI, KoTopble obpasytoTca 3a cuet
npucoeauHeHnss monekynsl O2 n nocnegywowmin ee
TpaHcdhopMaumm (M3mMeHeHne cnocoba KoopAuHaLumM K
NPUXOA LOMOSHUTENbHbLIX 3NEeKTPOHOB, 0ObpasoBaHue
KOMMfiekca C aToOMOM  KWACMOpOZa) Kak MpaBuIlo
XapakTeEPU3YTCA  HU3KUM unm NPOMEXYTOYHbIM
CMNHOBLIM COCTOSIHNEM. McTouHnkom
HECKOMMEHCUPOBAHHOIO cnuHa, KOTOpbIV
HECCUMMETPUYHO pacnpedenseTca Ha nopUpPMHOBOM

KonbLe, 9Bns0TCs d-COCTOSAHUSA XKenesa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=352

MCNONb30OBAHUE BA3 OAHHbIX PE3YIIbTATOB
AHAMU3A CBA3U «CTPYKTYPA AKTUBHOCTb»
Ona OUEHKU KOMNNEKCHOIO U CENEKTUBHOIO
BIMUAHUA CTPYKTYPHbIX MPU3HAKOB HA
PA3HBIE TUMNbl BUONOMMYECKON AKTUBHOCTHU
TwopuHa O.B., TiopuHa J1.A., CemeHTeena J1.LL.,
Kupnan C.A.

BalukmMpckuin rocyaapCTBEHHbIN MeAULMHCKUIA
yHuBepcuTeT

Mpn pOu3anHe noTeHUManbHO aKTUBHBLIX  CTPYKTYP
coveTaHue UNWU pasgenieHne pasnuyHbliX 6noaddexTos
npou3soamnTcs BBeAeHneM KOMMMEKCHbIX unm
CeneKTUBHbIX CTPYKTYPHbIX MPU3HaKoB,
obycnaBnuBalolWmMX  CXOACTBO W pasnuuve  no
HEeCKONbKMM TUNam akTMBHOCTW. Takue npusHaku MoryT
ObiTb  BbISIBEHbl  ABYMS MyTAMW,  OTNUYaOLWMMUCS
uccnegyemMmbimn anbTepHaTMBHLIMK  rpynnamun: a)
COMOCTaBIIEHNEM OLIEHOK, MOMYYeHHbIX Ans OTAerNbHbIX
BMOOB CBOWCTB, ©) npoBedeHMeM  crneumanbHbIX
pac4&THbIX 3KCnepuMeHTOB. lNprMeHeHne KOMMMEKCHbIX
WM CenekTMBHbIX  NPU3HAaKOB onpegensietcs
npeanonaraeMbiMn LeneBbIMU CBOWNCTBaMu "
ncnonb3yembiMu 6asoBbiMN  CTpyKTypamu. [pumep
COMOCTaBMEHNs MPU3HaKoB NpuBEAEH AN 4-x TUNoB

NecTUUMaHOM akTUBHOCTU
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=333

STUDY OF THE ELECTRONIC STRUCTURE AND
IRON SPIN STATE OF CYTOHROME P-450 DURING
MONOOXYGENASE CATALYTIC CYCLE BY DFT
METHOD

Romanova T.A.

Institute of Computational Modeling of Siberian Branch of
Russian Academy of Sciences

The electronic structure and iron spin state of cytohrome
P-450 during monooxygenase catalytic cycle have been
studied by DFT B3LYP/6-31G*** calculations. The
transition complexes formed by adding of oxygen
molecule and following rearrangement (changing of
coordination and adding additional electrons formation of
a complex with oxygen atom) can be characterized by low
or intermediate spin state caused by Fed-states. The
uncompensated spin state is asymmetrically delocalized
on the porphyrine ring

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=352

USING THE DATABASE OF THE RESULTS OF THE
ANALYSIS OF STRUCTURE-ACTIVITY
RELATIONSHIPS FOR ESTIMATING COMPLEX AND
SELECTIVE INFLUENCE OF STRUCTURE FEATURES
ON VARIOUS TYPES OF BIOLOGICAL ACTIVITY
Tyurina O.V., Tyurina L.A., Sementeyeva L.Sh.,

Kirlan S.A.

Bashkir State Medical University

During the design of potential active structures,
combination and disjunction of different bio-effects is
carried out by introducing complex or selective structure
features, determining similarity and difference in several
types of activity.

These features could be disclosed by two ways, differs by
alternative groups being researched: a) by comparing
appraisals, obtained for separate types of features; b) by
carrying out special calculations. The application of
complex or selective features is determined by supposed
objective features and base structures used. The example
of comparing of features was carried out for four types of
pesticides activity.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=333
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AHAITN3 OBJIACTU KOHTAKTA CYBbEAUHUL
OBPATHON TPAHCKPUNTA3bI BUY

Benos [.A., Becenosckun A.B.

'Y HAM BruomegmumHckor xummmn um.B.H.OpexoBunya
PAMH

MNpoBeneH aHanus KOHTaKTHbIX NOBEPXHOCTEN
cybbeamHnL, obpatHoi TpaHckpunTasel BUY. MokasaHo,
4To 06nacTb KOHTakTa obpasyeTcsi NpeumyLLecTBEHHO
rmapoobHbIMU aMUHOKMCIIoTaMun c Manbim
KONN4YeCcTBOM BOAOPOAHbIX cBa3sen mMexay
cybbeauHuuamun. NpoBeaeHa oLeHKa BKNnaga oTaeNbHbIX
aMMWHOKMCMOTHBIX OCTaTKOB B SHEPruio  CBA3bIBAHMS
cybbeannHmL
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=289

MOOENNPOBAHUE TPAHCIOPTA MNMNOTHbIX
CMECEW B HAHOPA3MEPHbIX KAHATIAX U
OPUWEHTALMUOHHBIE COCTOAHUA MONEKYN
ToB6wuH 10.K.

HayuHo-uccnenoBaTtenbCkuii OU3NKO-XMMUYECKUI
MHCTUTYT uM. J1.A.Kapnosa

MocTpoeHa MOINEKYNAPHO-KMHETUYEecKas Teopusi
MPOLLeCCOB MepeHoca KOMMOHEHTOB pasHOro pasmepa
rasoobpasHbiXx W XXUOKMX CMeceil B Y3KMX KaHamnax c
y4eTOM aTOMapHOW CTPYKTypbl UX CTeHoK. Pa3spaboTtaH
naketr nporpaMm Ansi  pacyeTa pPaBHOBECHbIX U
OVUHAMUYECKMX XapaKTEPUCTUK CMEeCcen MOEKyn pasHowm
dopmbl M pasmepa B 0ObemHOM ase u B
HaHOPa3MepPHbIX  LWeNneBUaHbIX W UUIMHOPUYECKMX
KaHanax C y4yeTOM BKMnaga BpallaTtesibHblX OBUXKEHWUIA
Mornekyn B AuccunatuBHble  KoapduumeHTtbl.  [lo
TOYHOCTM HOBbIA MNOAXOA COMOCTaBMUM C  METoAOoM
MOJEKYNSPHOMA AMHAMMWKM, @ MO CKOPOCTU PacyeToB He
MeHee 4YeM Ha [Ba nopsigka MpeBOCXoaAUT €ero wu
Nno3BonsieT wuccrnegoBatb MNPOLECCHl B 3HAYUTENBHO

Oonee LLUNPOKOM BpEeMEHHOM nHTEepBarne
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=288

BIMUAHUE NE®EKTA BETBNIEHUA HA PASMEP U
®OPMY AEHOPUMEPOB

BeccoHoB B.B., Mazo M.A., Bana6aeB H.K.
WHCTUTYT MaTemaTtuyeckmx npobnem 6uonorun PAH

MeTogoM  MOMEKYnsSpHOM  AWHAaMUKM  MPOBEAEHO
nccnegosaHve BMUSIHWSA oAVMHOYHOro  AdedpekTa
BETBNEHN Ha GopMmy, pasmep W  NIAOTHOCTb
JeHapumepa. Paccmatpuanucb 8

nonu(nponuNeHMMMHOBBIX) AEHAPUMEPOB 7-1 reHepauun
C pasnMYHOW CTEMneHbl MOBPEXOEHUA B XOPOLUEM WU
nnoxom pactBoputensax. [lokasaHo, 4TO Hamuuune
oanHoyHoro Aedekta B AeHAPUMEpe MPaKTUYecKn He
BMUSieT Ha pasmep monekynbl. MNoTHOCTb MOMeKynbl B
XOpolUeM pacTBopuTernie crerka yMeHbLIaeTcs TOSbKo
npn Haubonee CUNbHbLIX MOBPEXAEHUSX, @ B MNIIOXOM
pacTBopuTene geHapumepbl 06pa3yloT  KOMNAaKTHble

Fﬂ06yﬂbl C O/J,MHaKOBOI;i MIOTHOCTbIO
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=319

ANALYSIS OF CONTACT INTERFACE OF THE
REVERSE TRANSCRIPTASE HIV SUBUNITS
Belov D.A., Veselovskiy A.V.

V.N.Orekhovich Institute of Biomedical Chemistry of
Russian Academy of Medical Sciences

The analysis of contact interfaces of subunits of the
reverse transcriptase HIV was done. The contact
interface predominatingly is formed by hydrophobic amino
acids with low amount of hydrogen bonds between the
subunits. The contribution of amino acid residues in
binding energy of the subunits was estimated

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=289

SIMULATIONS OF A TRANSPORT OF DENSED
MIXTURES IN NANOSCALED CHANNELES AND
ORIENTATION STATES OF MOLECULES
Tovbin Y.K.

L.Ya.Karpov Institute of Physical Chemistry

Molecular kinetic theory of transportation processes for
dense gases and liquid components with various sizes in
narrow pores and channels, which taking into account an
atomic structure of their walls was developed. The
software package for simulation of the equilibrium and
dynamic characteristics of mixtures with various shapes
and sizes of molecular components for bulk phase and in
narrow slit-ike pores and cylindrical channels is
developed which take into account the rotation
movements of molecules in dissipative coefficients. New
approach have the same accuracy as the molecular
dynamics method but a speed of accounts not less than
on two orders surpass it and permit to investigate
processes in a considerably wider temporary interval

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=288

INFLUENCE OF BRANCH DEFECT ON SHAPE AND
SIZE OF DENDRIMERS

Bessonov V.V., Mazo M.A., Balabaev N.K.

Institute of Mathematical Problems of Biology Russian
Academy of Sciences

Influence of a single branch defect on shape, size and
density of dendrimers was investigated using molecular
dynamics method. Eight poly(propylene imine)
dendrimers of the 7 generation with different extent of
breakdown are studied at bad solvent and good one. It.s
showed that the presence of a single defect doesn.t
practically influence on molecule size. At good solvent the
density of molecule was slightly decreased only for most
strong breakdowns, but dendrimers form compact
globules with equal density at bad solvent

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=319
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MOQAENN YACTUL METOKCUHA
Knwes C.A., PbixoBa U.E.
Benropoackui rocyaapCcTBeHHbIV YHUBEPCUTET

Metogom PM3 onTuMuaupoBaHbl Moaenu 4acTuy,
MEeTOKCaTUHa, TaKMX Kak MOMeKyna, aHWoH-pagukan u

aHWOHbI  (MOHO-, Aun-. Tpu-). 3aTtemM OHuM Obinun
COrMocTaBneHbl C  AaHHbIMW  PEHTTEHOCTPYKTYPHOro
aHanu3a U3 The Protein Data Bank ansi

METOKCaTUHOBbIX YacTul, B Genkax
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=342

MATEMATUYECKAA MOAEJb PACNO3HABAHUA
NMPOTUBOSA3BEHHOW AKTUBHOCTU
FETEPOLMKITMYECKUX COEQUHEHUHA

BetenuHa U.B., KupnaH C.A., TropuHa J1.A.
Ydumckuin rocyaapCTBeHHbIN HETSAHON TEXHUYECKUI
yHuBepcuTeT

CdopmmpoBaHa w© anpobupoBaHa MaTemaTunyeckas
Mofenb pacrno3HaBaHWUsi NMPOTMBOSI3BEHHOW aKTUBHOCTU
reTepoLMKIMYECKUX CoeauHeHunin. B pamkax co3gaHHow
MOZENN BbISIBNEHbl Hanbonee 3HauMMble CTPYKTYPHbIE
NpU3HaKK, CBA3aHHbIE C MPOSABIIEHNEM HU3KOW U BbICOKOW
NPOTUBOS3BEHHOM aKTUBHOCTM. MonyyeHHble
3aBMCMMOCTM  MOTyT  ObiTb  MCMONb30BaHbI  MpU
KOHCTPYMPOBaHUN MeTO4aMM MOJIEKYNSAPHOrO Am3anHa

HOBbIX COEeQMHEHNN
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=320

NMONMHOATOMHAA KOMMNbOTEPHAA MOLENNb
BUCITOMHOW MEMEPAHbI U3
OUNANBMUTOUNPOCOATUANNXONUHA
CwmonuHckas 10.10., Becenosckun A.B., UBaHoB A.C.
Y HAW BnomeamumHckon xumum um.B.H.OpexoBuya
PAMH

B pabGoTe BbIMNOMHEHO KOMMbIOTEPHOE MOAENVPOBAaHMWE
hbparmeHTa GucnoriHomn MembpaHbl u3
aunanbmutoundgocdartmaunxonuHa (OMN®X). Mogenb
OMN®X ckoHCTpyMpoBaHa Ha OCHOBE KpUCTanmM4yecKux
CTPYKTYp XonuHa u rnuuepodocdara ¢ nocrnegyrowmm
JocTpavBaHWEM  [ABYX  KMPHOKUCIIOTHBIX  OCTaTKOB.
Monekyna OMN®X Obina pasMHOXEHa U U3 MOJNYYEHHbIX
KOMuIn MmocTpoeHa Moaenb Oucnos, cogepxawas 338
nMnuaHbIX Monekyn. MoaenupoBaHne MOMEKynsipHON
OMHAMUKN B BOOHOM OKpYXXeHuM B TeuveHue 3,5 HC
BbIMOMHANM C ONTUMWU3UPOBAHHOW CTPYKTYpol Gucnos.
PaBHoBecne cuctembl Obino gocturHyto nocne 1,3 Hc
MonekynapHoi  AuHamuku.  ConoctaBneHwe  psga
CTPYKTYPHBbIX NapameTpoB, PaCCYUTaHHbIX M3 MOZEnu
6ucnosi, ¢ aKCnepMMeHTanbHbIMU 3HAYEHUAMK Nokasano
ux xopowee cooTBetrcTBue. C Lenbi MpOBEPKU
BO3MOXXHOCTM UCMOSb30BaHWA MOCTPOEHHOW Moaenu
Oucnost ons MoAenuMpoBaHUS TOMOMOrMKM MeMBpaHHbIX
GenkoB B Hee Obin BCTpoeH MembpaHHbIi Genok
moHoamuHokemaasa A (MAO A), TpexmepHas CTpyKTypa
1 MembpaHHas TONosorMs KOTOpPoro M3BecCTHbl. Cuctema,
cocTtosilaa u3 nunugHoro 6ucnos, Genka u  BoApl,
ONTMMU3MPOBaAHA C MNPUMEHEHWEM  MOMEKYINsPHON
OnHamMukn B TedeHme 3,0  Hc. PaBHoBecHas
npocTpaHcTBeHHast cTpyktypa MAO A u eé nonoxeHve B
MembpaHe XOpOLIO COrfacyrTCsi C KPUCTamNMYeCKon

CTPYKTYpOW 3TOro pepMmeHTa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=307

MODELS OF METHOXATIN PARTICLES
Kluev S.A., Ryjova I.E.
Belgorog State University

Models of methoxatin particles such as molecule, anion-
radical and anions (mono-, di-, tri-) were optimized by
PM3 method. Then the models were compared with X-ray
data from .The Protein Data Bank. for the particles of
methoxatin in proteins

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=342

MATHEMATICAL MODEL FOR RESPONSE OF
ANTIULCER ACTIVITY OF HETEROCYCLIC
COMPOUNDS

Betelina I.B., Kirlan S.A,, Tyurina L.A.

Ufa State Technical Oil University

Mathematical model for response of antiulcer activity of
heterocyclic compounds was researched and approved.
In terms of the model, the most important structural
features, associated with high and low antiulcer activity
were discovered. The result dependences could be
applied for molecular design and construction of new
compounds.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=320

ALL-ATOM LIPID BILAYER OF
DIPALMITOYLPHOSPHATIDYLCHOLINE

Smolinskaya J.Yu., Veselovskiy A.V., Ivanov A.S.
V.N.Orekhovich Institute of Biomedical Chemistry of
Russian Academy of Medical Sciences

Molecular dynamics simulations of 3.5 ns were performed
on a system consisting of bilayer of 338 molecules of the
lipid dipalmitoylphosphatidylcholine and 30715 water
molecules. Structural parameters including volume of
lipid, area of lipid, order parameter of the fatty acyl
carbons and density profiles generated by the molecular
dynamic simulation agreed perfectly with the experimental
values

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=307
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MOAEJNIMPOBAHUE ®OTOXUMUNYECKUX
NMPEBPALLEHUN CNOXHbIX MOJNEKYN
BapaHoB B.U., 3aBanui M.B.

VIHCTUTYT reoXxummnm n aHanmuTU4eckomn XmMmm
mm. B.N.BepHagckoro PAH

Ha ocHoBE KOMMbIOTEPHBLIX 3KCMEPUMEHTOB MOKasaHa
BO3MOXHOCTb ~ M3y4YeHUss  TOHKUX  0ocoBeHHocTel
NnpoLeccoB (POTOXUMUYECKUX NPEBPALLEHUA C MOMOLLBIO
pa3BMTOro MeToda MOAENUPOBaHMS Takux npoueccos. B
YacTHOCTM, MOKasaHo, 4YTO Xo4 (POTOXMMUYECKOro
nmpouecca  CYLECTBEHHO  3aBUCMT  OT  BENUYMH
MOMNEKYMSIPHbIX MapaMeTPoOB U MOXET KayeCTBEHHO
MEHATLCS B OTHOCUTENBHO Maron obnacTv Bapuaumm ux
3HayYeHWn. JTO KOppenupyeT C 3KCNepUMeHTanbHbIMU
JaHHBIMM O  BbICOKOM  YyBCTBUTEMBHOCTM  TaKWX
NPOLECCOB K HEeBOMbLIMM W3MEHEHUSIM MOJIEKYNSIPHBIX

CTPYKTYp 1nnn BHEWWHUM BOS,D,eVICTBVIF!M
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=306

MOOENMWPOBAHUE CTPYKTYPbl U BUBPOHHbIX
CNEKTPOB OUPEHUNNONUEHOB: BTOPOE
NPUBNTNXEHUE NAPAMETPUYECKOIO METOOA
BapaHoB B.U., ConoBbeB A.H.

VIHCTUTYT reoxXvMmnm 1 aHanmMTU4eCckom Xmmmm

mm. B.N.BepHagckoro PAH

B pamkax BTOporo npuGnmkeHuss napameTpu4eckoro
meToaa BbIYUCTEHBI CTPYKTYpbI AMNEeKTPOHHO-
KkonebaTenbHbIX CMEKTPOB U BO3BYXAEHHbLIX COCTOSIHWUI
psaa Mornekyn amdenunnonveHoB. NMonyyeHo xopollee
corracue co crekTpanbHbIM 3KcnepumeHToM. lMokasaHa

BbiCOKasi CTeMeHb MEepPeHOCHMOCTU  MOJIMEHOBLIX U
aleHoBbIX MapamMeTpoB, afAeKBaTHOCTb  MOMYyYeHHbIX
mMofener  peanbHOMY — CTPOEHUIO  MOMekyn U

BO3MOXHOCTb NpoBeAeHNA npeackasaTesibHbIX pac4eToB
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=300

XWUHOHbI: KOMIMLIOTEPHOE MOOENMPOBAHUE
MOJEKYN, PAOUKANNOB, AHWOH-PAOUKANOB U
OUAHMOHOB

Knioes C.A.

Benropoackumn rocyaapCTBeHHbIN YHUBEPCUTET

MpoBEAEHO KOMMbIOTEPHOE  MOAENUPOBAHME  TaKUX
YacTuu, Kak MOMeKynbl, pajukanbl, aHUOH-pagukansl u
OVaHWoHbl B psagy  XuHOHoB.  [MokasaHo,  4TO
BOCCTaHOBMEHNE XMHOHOB U3MEHSIET Ux napameTpsl. [pu
onpeeneHnn CpoacTBa K 3NEKTPOHY 3TUX COeAUHEHWN,
NCXods W3 [OaHHbIX KBaHTOBO-XMMUYECKUX pacyeTos,
JoKasaHa  aAdMTUBHOCTb  3(PEKTOB  HEKOTOpbIX
3amectutenen. B aTomM cnyyae BO3MOXHA OLEHKa
cpoacTtBa  MpOCTbiM  anrebpavyeckum  cnocobom.
MpoaHanuavpoBaHbl MyTW MPEeBpaLLEHUs] BCEX aHWUOH-

pagvkanos
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=299

MODELING OF COMPLEX MOLECULES
PHOTOCHEMICAL TRANSFORMATIONS

Baranov V.l., Zavaliy M.V.

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

The opportunity of study of molecular photochemical
transformations fine features on the basis of computer
experiments with the use of developed method of
modeling such processes was shown. In particular, it was
demonstrated that the course of photochemical process
essentially depends on molecular parameters. values and
can qualitative changed under their small variations. This
theoretical result correlates with experimental facts

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=306

MODELLING OF STRUCTURE AND VIBRONIC
SPECTRA OF DIPHENYLPOLYENES: SECOND
APPROXIMATION OF PARAMETRIC METHOD
Baranov V.l., Solovyev A.N.

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

Structures of excited states and vibronic spectra of
diphenylpolyenes were calculated by parametric method
in second approximation. Theoretical results are in a good
agreement  with  spectral experiment.  High-level
transferability of polyenes and acenes parameters,
adequacy of the theoretical models to objective molecular
structure and the possibility of predicted calculations are
shown

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=300

QUINONES: COMPUTER MODELLING MOLECULES,
RADICALS, ANION-RADICALS AND DIANIONS

Kluev S.A.
Belgorog State University

Computer modelling such particles as molecules,
radicals, anion-radicals and dianions in a number of
quinones was carried out . It is shown that reduction of
the quinones changes of their parameters. At the electron
affinity determination of these compounds from the
quantum-chemical method data, the additivity of effects
for some substitutes was proved. In this case, the affinity
can be estimated by a simple algebraical procedure.
Pathways of the transformation for all anion-radicals were
analysed

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=299
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PM3 UCCINIENOBAHMUE CTPYKTYPHbIX CBOACTB
OCHOBHbIX KOH®OPMEPOB 20 MPUPOOHbIX L-
AMMUHOKUCNIOT

KonpgpatbeB M.C., CamueHko A.A., Komapos B.M.,
KabaHoB A.B.
MHcTuTyT 6uocmankm knetkm PAH

C uenbo n3yyeHus BNUSHNS OTAEeSbHbIX
aMUHOKMCMOTHBIX OCTaTKOB Ha npouecc donauHra a-
cnupany  BbIMOMHEHbl  MOMY3MIUPUYECKUE  KBAHTOBO-
XUMUYECKVE pacyeTbl HEWTPAribHbIX aMUHOKUCHOT U UX
UBUTTEP-MOHOB, B W30NIMPOBaHHOM COCTOSIHUM U B
BOAHOM OKPYXXeHUM (PacTBOPUTENb YYUTbIBANCS SBHbIM
o6pasom). Ocoboe BHUMAHWE YOAEMNEHO PaCCMOTPEHMIO
pOnun CTPYKTYPHbIX U TEPMOAUHAMMUYECKUX (PAKTOPOB B

onpegeneHun NpeanoYTUTENbHbIX KOHGbopMepoB
aMUHOKWUCIOT, OBYyCrnoBnuBaloWMX, B NpoLecce pocta
uenu, cnupanbHylo OpraHvM3auuilo  OnuronenTuaoB.
B pabote penawTca  BbIBOABI O  PasfUYHON

TEPMOAMHaMMNYECKON YCTOWYMBOCTM HENTparnbHbIX U
LBUTTEP-MOHHLIX ()OPM aMWHOKWCIIOT, a Tawkke O
BbICOKOW NabunbHOCTM 3TUX Monekyn. [lokasaHo, 4To
Hanbonee TepMoOAMHaMWYeCcku BbIFOAHbLIA (B ra3oBOM
dase) KoHdopMep He YAOBMETBOPSET CTEPUHECKUM
ycnosusm  a-cnmpanu.  CTpykTypa  UBUTTEP-MOHHOB
aMWHOKMCIOT, paccynTaHHas € ydeToM OGnwxaniiero
BOOHOTO OKPY)XEHWsi, OKa3blBaeTCs YKe BecbMa 6nnskon
K CTPYKTYpPE aMWHOKUCMOTHBIX OCTaTKOB, POPMUPYHOLLMX
a-cnvpanb, 4YTO MOATBEPXAAeT BMUSIHWE CBA3aHHON
BoAbl Ha popMupoBaHMe CcnupanbHOM OpraHusaumn

AMWHOKUCITIOTHbLIX OCTaTKOB
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=331

B KAKOW ®OPME BMKAPBEOHAT CBA3bLIBAETCS B
BOOOOKUCINAKLIEM KOMMINEKCE
®OTOCUCTEMbI 2? MOOENbHbLIVA Nnoaxon
FopbukoBa E.A.

WHCTUTYT cbyHAaMeHTanbHbIX Nnpobnem 6uonorum
Poccuinckon Akagemun Hayk

MeTtogamn monekynapHon mexaHukn MM+, ncnonbsys
noaxod rMOKUIA nuranHa/KecTkMin CcanT CBA3bIBAHUA,
nokasaHo, 4to OwukapboHaT B BOAOOKMCMSAIOLLEM
komnnekce (BOK) dotocncteMbl 2 npeanovtuTenbHee
cBasbiBaeTcAd B dopme HCO3-, crabunuanpys
«OKOfioMapraHueBbiiy cant. OnpegeneHo HEeCcKOmbKo
nokanbHbIX MWHUMYMOB MOTEHUMANbHOW 3HEprun Ans
nByx dopm 6ukapboHata (BK), 4to nokasbiBaeT
BO3MOXHOCTb nuraHgunposaHus monekyn BK B BOK B

pasnnM4yHom Konmn4yecTtee U pasfiiMYyHbIX NOHHbIX (*)OpMaX
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=356

QUANTUM-CHEMICAL INVESTIGATION OF
STRUCTURAL PROPERTIES OF BASIC
CONFORMERS OF TWENTY NATURAL L-AMINO-
ACIDS

Kondratev M.S., Samchenko A.A., Komarov V.M.,
Kabanov A.V.

Institute of Cell Biophysics of Russian Academy of
Sciences

With the purpose of studying of influence of selected
amino-acid residues on folding of a-spiral, semi-empirical
quantum-chemical calculations of neutral amino-acids
and their zwitterions in isolated state and in hydro
environment (dissolvent was evidently considered) were
carried out.

The principle concern is the role of structure and
thermodynamic factors in detecting preferable amino-
acids conformers determining spiral build-up during chain
growth. The report includes conclusions about different
thermodynamic steadiness of neutral and zwitterion forms
of amino-acids, as well as conclusions about high lability
of these molecules. It is shown that the most
thermodynamically favorable (in gas phase) conformer
does not satisfy steric conditions of a-spiral. The structure
of amino-acids zwitterions, calculated subject to nearest
hydro environment, turned out to be alike the structure of
amino-acid residua, forming a-spiral, and this justifies the
influence of adhesive water on forming of spiral
organization of amino-acid residua.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=331

WHAT FORM OF BICARBONATE IS LIGATED IN
WATER-OXIDIZING COMPLEX OF PHOTOSYSTEM 2?
A MODEL APPROACH

Gorbikova E.A.

Institute of Fundamental Problems of Biologyof Russian
Academy of Sciences

Bicarbonate (BC) in Water-Oxidizing Complex (WOC) of
Photosystem 2 (PS2) is more preferably ligating in form of
HCO3- and stabilizes near-manganese site. Several local
minima of potential energy for both BC forms inside WOC
were defined. It evidences possibility for bicarbonate
molecules to be bound in different number and ionic
forms. Molecular mechanics method MM+, flexible
ligand/rigid binding site approach were used for structure
construction and geometry optimization

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=356
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MONEKYNAPHO-MEXAHUYECKAA ONTUMU3ALUA
BOOOOKUCAIOLWENO KOMMNEKCA
®OTOCUCTEMbI 2 B COCTOAHUN S1 B
NMPUCYTCTBUN BUKAPBEOHATA

Fop6ukosa E.A.

NHCTUTYT dbyHaameHTanbHbIx npobnem 6uonorumn
Poccunckon Akagemnm Hayk

Psan 3KCNepUMEHTanbHbIX  AaHHbIX nokasoiBaeT
HeobxogumocTb OukapboHaTa Anst  MakcumaribHOW
PYHKUMOHANbHON akTMBHOCTM dhoTocuctembl 2 (PC2)
BbICLUNX pacTeHun. MpeanonoxuTensHo, WOH
OvkapboHaTta  cBA3biBAaeTCs B BOLOOKMCMSOLLEM
komnnekce @PC2. BO3MOXHble CalTbl CBS3blBaHUS
[aHHOro nuraHga Obinn onpegeneHsl n3
NosyaMNUPUYECKNX KBAHTOBO-XMMUYECKUX PacyeToOB B
napameHTnsauun ZINDO/1, a Takke C MNOMOLLbIO
MOIeKynspHO-MexaHU4eckom onTMMmsaumm MM+,
ncnonb3ys noaxod — rMOKUIA nuraHg/gUKCMpOBaHHBIN

calT cBA3blBaHUA
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=351

OCOBEHHOCTU PACYHETOB AHNOH-PAOUKAIIOB
NONMMHUTPOMNPOU3BOAHLIX BEH3O0JA
METOAAMW HEQMMNUPUYECKOWN KBAHTOBOW
XUMUU

MuxannoB M.H., KyabmuHckun M.B., MeHakoBu4
A.C., KanpaHoB B.A., PycakoB A.U.

UHCTUTYT opraHnyeckon xummum um. H.[.3ennHckoro

PAH
MeTOD,aMVI KBAHTOBOW XUMUAU nccnegoBaHbl
KOH(*)OpMaLI,VIOHHbIe N3MEeHEeHUA B MoneKkynax

3aMeLLEHHbIX aHWOH pagukanax avHutpobeHsona (AP).
ApeksaTHOE OMMCaHWE 3JNEKTPOHHOro CTpoeHuns AP

TpebyeT  ucnonb3oBaHus  Metoga  CASSCF(9,9).
PesynbTaThl pacyeToB nokasbiBatoT, YTo AP CyLlecTBYyOT
B BMOE  HECKONbKMX  M3OMEPOB,  OT/IMYAOLLMXCSH

nokanusauuen HecnapeHHOro 3MeKTPoHa Ha O4HON unu
OPYron HuTporpynne, a Takke MOBOPOTOM OHOW W3
HWTPOrpynn MO OTHOLUEHWIO K OeH30MbHOMY KOrbLyy.
MponsBeaeHbl  OLEHKM  3HEepruin  KoHdopmepoB 1
aKTUBALUMOHHBLIX OapbepoB C y4eToM OUHAMUYECKON

anekTpoHHon koppenauun (MRMP2)
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=363

MONEKYNAPHbIA OU3AAH MPOCTENLUMX
HAHOPOBEOTOB

LWanTaH K.B.

MocKkoBCKMUI rocy4apCTBEHHbIN YHUBEPCUTET
um. M.B.JTomoHocoBa

Obcyxpatotes JuHaMuyeckme noaxopsbl K
MOJEKYNSPHOMY MOAENMPOBAHMIO U AM3aliHy HaHo- U
GUOCTPYKTYp Ans BbINOMHEHNUS (YHKUUA CENeKTUBHOM
[JOCTaBKM  MOMEKYNSIPHbIX OObLEKTOB M paspyLueHust
HagMoOMneKynsipHbIX — CTPykTyp. PaccmoTpeH npumep
npocTenLero HaHopoGoTa - HaHoLunpuua,
CKOHCTPYMPOBAHHOTO U3 YrMepoaHoW  HaHOTpyOGKM,
nentMga W HECKONMbKUX  MOJNEKYNn  «B3pbIBYATKMY.
MokasaHa BO3MOXHOCTb CaMOCOOPKM TakUX CTPYKTYp.
PaccuutaHa pguHamMuKa HaHOBbICTPENa B Bogy W B

brnomembpaHy
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=385

MOLECULAR MECHANICS OPTIMIZATION OF
WATER-OXIDIZING COMPLEX OF PHOTOSYSTEM 2
IN S1-STATE IN PRESENCE OF BICARBONATE

Gorbikova E.A.
Institute of Fundamental Problems of Biologyof Russian
Academy of Sciences

A raw of experimental data shows necessity of
bicarbonate for maximal functional activity of photosystem
2 (PS2) of higher plants. Presumably, bicarbonate ion
ligates inside water-oxidizing complex of PS2. Possible
sites of binding of this ligand were defined from semi-
empirical quantum-chemical calculations in
parameterization ZINDO/1 and by molecular mechanics
optimization MM+ (flexible ligand/rigid binding site
approach)

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=351

PECULIARITIES OF THE CALCULATION OF THE
ANION-RADICALS OF THE POLY-NITRO
DERIVATIVES OF BENZOLE USING METHODS OF
NON-EMPIRICAL QUANTUM CHEMISTRY

Mihailov M.N., Kuzminsky M.B., Mendkovitch A.S.,
Kapranov V.A., Rusakov ALl

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

Using the methods of quantum chemistry, the
conformational changes in molecules of substituted
anion-radicals of denitrobenzole (AR) were studied.
Adequate description of the electron structure of AR
demands using CASSCF (9, 9) method. The results show
that AR are exist in several forms of isomers, differed by
localization of unpaired electron in one or another nitro
group, by the turn of one of the nitro group respectively to
benzole ring. Valuations of conformers and activation
barriers energies were made, taking into account dynamic
electron correlation (MRMP2).

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=363

MOLECULAR DESIGN OF THE SIMPLE
NANOROBOTS

Shaytan K.V.

M.V.Lomonosov Moscow State University

Dynamical approaches for molecular design of nano- and
biostructures for molecular objects selective delivery and
destruction of supramolecular structures are discussed.
Example of simple nanorobot — nanosyringe, constructed
from carbon nanotube, oligopeptide and few molecules of
"explosives" is examined. The self-construction of such
structures is shown. Dynamics of nanoshots into water
and membrane has been simulated

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=385
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BUOUHPOPMATUKA U KOMNBIKOTEPHOE
KOHCTPYUPOBAHUE NEKAPCTB: HbIHELUWHEE
COCTOAHUE U OBO3PUMBbIE NEPCMNEKTUBbI
Mopowkos B.B.

'Y HAW BrnomegmumHckoi xummm um.B.H.OpexoBunya
PAMH

B poknapge 6OyneT npoaHanusuMpoBaHO COBPEMEHHOE
cocTtosiHne pabotr B o06nactu GuouMHopMaTUKM U
KOMMbIOTEPHOr0 KOHCTPYMPOBaHUS 1eKapCTB U OLeHEeHbI
nepcrnekTMBbl  pas3BUTUS  3TUX  UCCNefoBaHUA B

o6ospumom ByayLuem
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=386

AHAINN3 3ABUCUMOCTU MEXAY
FENATO3ALLUTHON OETOKCULIMPYIOLLEEN
AKTUBHOCTbBIO XUMUYECKUX COEQUHEHUN U UX
MONEKYNAPHOW CTPYKTYPOW, C
NCMNONb30OBAHMEM KBAHTOBOXUMUYECKUX
OECKPUNTOPOB

Ka6aHkuH A.C., FabpuensH J1.U.

LleHTp TeopeTuyeckmx npobnem usmko- XMMmM4ecKon
dapmakornorun PAH

MeTogamu NUHENHOro OUCKPUMMHAHTHOro aHanmsa u K
onwxanwmx coceden Obina nccrneaosaHa 3aBUCMMOCTb
renaTtosalTHON OeToKcuumnpyoLen aKTUBHOCTU
NPOU3BOAHbLIX ajaMaHTaHa W WHOona OT CTPYKTYpbl
Moriekyn ¢ ucnonb3oBaHvem 2D- u 3D-geckpuntopos
pasnuyHoro Tuna (NOACTPYKTYPHBIX, TOMOMOrMYECKUX,
aBTOKOPPENSUMOHHBIX, reomMeTpu4eckux, WHIM,
GETAWAY). Cpean pacCMOTPEHHbIX MOMEeKynsapHbIX
0ECKpMNTOPOB TOSMbKO MOACTPYKTYPHbIE OECKPUNTOPbI U

BIOINFORMATICS AND COMPUTER-AIDED DRUG
DESIGN: CURRENT STATE AND VISIBLE FUTURE
TRENDS

Poroikov V.V.

V.N.Orekhovich Institute of Biomedical Chemistry of
Russian Academy of Medical Sciences

State-of-the-art of bioinformatics and computer-aided
drug discovery will be overviewed in the presentation, and
also a visible future trends will be considered

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=386

ANALYSIS OF MOLECULAR STRUCTURE-
HEPATOPROTECTIVE DETOXICATIVE ACTIVITY
RELATIONSHIPS FOR CHEMICAL COMPOUNDS
WITH THE USE OF QUANTUM CHEMICAL
DESCRIPTORS

Kabankin A.S., Gabrielyan L.I.
Center of theoretical problems of Physicsal and Chemical
Pharmacology of the Russian Academy of Science

Dependence of hepatoprotective detoxicative activity of
derivatives adamant and indol from structure of
molecules with using of 2D-and 3D-descriptors of various
type (substructural, topological, autocorrelation,
geometrical, WHIM, GETAWAY) was investigated by
methods of the linear discriminantal analysis and K-
nearest neighbours. Among of considered molecular
descriptors only substructural descriptors and a part of
geometrical descriptors allow to interpret the received

yacTb FeoOMeTpUYecKnx  AeckpunTopoB no3eonslT dependences completely thru habitual for chemist
cogepxaTesibHO WHTepnpeTMpoBaTb nonyyeHHole physical chemical terms
3aBUCUMOCTM B MPUBBLIYHBLIX ANS XUMUKaE PU3MKO-
XUMNYECKNX MOHATUAX

http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=358  http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=358
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BU3YAJIM3ALIMA B HAYYHBIX UCCJIEJOBAHUAX

SECTION 4

VISUALIZATION IN SCIENTIFIC RESEARCHES

NMPOrPAMMA PACYETA CEJIEKTUBHbIX
ABYMEPHbIX AMP CNEKTPOB

CaBueHko C.B., BonbiHkuH B.A., YepHbiw O.E.
KyGaHckuii rocyaapCTBEHHbIV YHUBEPCUTET

PaspaboTaHHas komnbloTepHas nporpaMma nossonset
paccunTbiBaTb ABYMepHble crnekTpbl AMP ansa pasHbix
nocnefgoBaTeribHOCTEN, BKIMIOYAIOWMNX KaK CeneKkTuBHbIE,
Tak W  HeCenekTMBHble WUMMNYMbCbl B Pa3NUNYHbIX

KOMOUHaLMAX
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=327

PA3PAEOTKA METOOA ABTOMATUYECKOW
OBPABOTKU MUKPO®OTOIMPAGUNA
NMOBEPXHOCTU MOHOOBMEHHbIX MEMBPAH
Poityxun A.C., NMucbmeHckan H.AO., HukoHeHko B.B.
KyGaHckuii rocyapCTBEHHbIM YHUBEPCUTET

PaspaboTaHa opvrmHanbHas KOMMbOTEPHAA NPorpamMmmbl
Image Analysis Bepcus 1.00 ans aHanmsa UBETHbIX U
YepHo-6enbIx n306paxeHni OpraHn4yecknx "
HeopraHnyeckux membpaH n Guonornyecknx OOBHEKTOB.
Ons peanusauuyn nporpammbl  UCMOMb30BaH MeTOA
BblJEMNEHNSI KOHTYpa NPOBOASILLEN MOBEPXHOCTU MyTEM
nowarosoro obxoga no ee nepumetpy. C
ucnonb3oBaHvem paspaboTaHHOW nporpammbl  Gbinn
obpaboTaHbl MyKpodoTorpadun NOBEPXHOCTEN CyXUX U
HabyXWKMX MOHOOOMEHHbIX MemOpaH W paccyuTaHbl
nnoLiaamn npoBoasLLel U HENPOBOASLLEN NOBEPXHOCTEN

http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=362

THE PROGRAM OF SIMULATION SELECTIVE TWO-
DIMENTIONAL NMR SPECTRA

Savchenko S.V., Volynkin V.A., Chernysh Yu.E.
Kuban State University

The developed computer program allows to simulate 2D
NMR spectra for various pulse sequences including both
selective and nonselective pulses

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=327

DEVELOPING OF THE METHOD FOR AUTOMATIC
PROCESSING OF MICRO PHOTOS OF THE SURFACE
OF ION-EXCHANGE MEMBRANES

Rituhin D.S., Pismenskaya N.D., Nikonenko V.V.
Kuban State University

The original software Image Analysis v 1.00 was
developed, intended for analysis of color and black-and-
white images of organic and non-organic membranes and
biological objects. For software realization we use the
method of extracting the contour of conductive surface
and step-by-step travel through the perimeter. With the
help of the developed program the micro photos of the
surface of dry and turgent ion-exchange membranes were
processed and the squares of conductive and non
conductive surfaces were calculated

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=362
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OBPABOTKA JAHHBIX, BA3bI IAHHBIX, AHAJIN3 JTAHHBIX

SECTION 5

DATA PROCESSING, DATABASES AND DATA ANALYSIS

YYACTUE HEKOTOPbIX U3BECTHbIX
NOBTOPAIOLLMUXCHA NOCNEQOBATENIbLHOCTEN B
OPrAHMU3AUUN N DYHKLUUMOHUPOBAHUA
MEWOTUYECKON XPOMOCOMbI

MpuwaeBa T.M., flapaweB C.4., BorgaHos H0.®
WHCTuTyT 0bwen reHeTukn um. H.U.Basunosa PAH

PaHee mbl pa3paboTtanu metoa noucka in silico B reHome
yernoBeka crneundUYHbIX MENOTUYECKX NMOBTOPSAIOLLMXCS
nocnegosatenbHocTen (MM). B HacTosawen pabdote Mmbl
BbISIBUMIM HECKONbBbKO KnaccoB u3BecTHbIX I, koTopble,
BO3MOXXHO, Y4acTBYOT B MNPUKPENSIEHNWM XpomMaTuHa K
CMHaNTOHEMHOMY KOMMIeKcy " cnocobcTByOT

WHULMALMN MENOTUYECKON pEKOMOMHaLMN
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=290

CBA3b ®YHKLUU FEHA C EFO MONEKYNAPHOMN
OPIrAHU3ALIMEMN. IN SILICO UCCNEOOBAHUE
DapaweB C.A., BuuyeB C.H., By XyaH Ya-Hr,
XeHnaBuyk O.®., KaraHoBa H.J1.,

HypyTtanHoBa A.C., LLlapanoBa E.W.

WHcTuTyT 06Luer reHeTmkn um. H.U.BaBunoesa PAH

PaHee Hamu Obin paspaboTaH KOMMbIOTEPHbLIA MeTos
BbisiBNeHns menHK, oTBevaiowen 3a npucoeanHeHue
XpoMaTMHa K CUHaNTOHEMHOMY  komnnekcy. Mol
npegnonoxwnu, 4to MendHK moxet perynupoBsatb
paboTy MeOoTU4ecKUX reHOB W MCCneaoBanu Hanuuune
men[JHK B reHax menosa n mutosa. [Nokasanun, menHK
B reHax Menos3a [JOCTOBEpHO Oornblle 4Yem B reHax
MUTO3a (p=0.041). Takum obpasowm, Halle
npeanonoxeHue O BO3MOXHOM YyyacTum MenHK B
perynsuMm  paboTbl TEHOB aKTUBHbIX B  Melose,

nogaepXneaeTcda HacToAwMM nccnegosaHnem
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=285

PARTICIPATION OF SOME KNOWN REPETITIVE
SEQUENCES IN ORGANIZATION AND FUNCTIONING
OF MEIOTIC CHROMOSOME

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

Recently we have devised the method of searching in
silico for specific meiotic repetitive sequences (RS) in
human genome. In present investigation we have
revealed some RS classes, possibly involved in the
attachment of chromatin to synaptonemal complexes and
contributing to the initiation of meiotic recombination

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=290

GENE FUNCTIONS DEPENDING ON ITS MOLECULAR
STRUCTURE. IN SILICO RESEARCH

Dadashev S.Ya., Bichev S.N., Vu Khuan Chang,
Zhenavchuk O.F., Kaganova N.L.,

Nurutdinova A.S., Sharapova E.I.

V.1. Vavilov Institute of General Genetics of Russian
Academy of Sciences

Previously, we've developed computer methods of
discovering of meiDNA, response for connection of
chromatin to synaptonemic complex. We've supposed
that meiDNA would regulate functioning of meotic genes
and researched the presence of meiDNA in genes of
merosis and mitosis. It was shown, that the quantity of
meiDNA in genes of merosis is, for sure, more than in
genes of mitosis. Thus, our assumption about possible
participating of meiDNA in regulating of genes functioning
is totally confirmed by this research.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=285

http://www.ivtn.ru
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PA3PABOTKA MHO®OPMALIMOHHOW CUCTEMBI
KONNEKUWUU KYNbTYP NPUPOAHBLIX
CBETALLMXCA BAKTEPUIA

KotoB .A., MeaBepeBa C.E. PoauueBa 3.K.
WHcTuTyT Grodmnankm Cmnbmpckoro Otaenenns PAH

PaspabaTbiBaemas UH(OPMaLMOHHas cuctema
Konnekumn Kynbtyp WUBCO copepxut: Web-noptan
«BronomMmrHecLeHUMA 1 cBETALLMECS OpraHn3Mbl», 6asy
OaHHbIX MPUPOAHBIX  CBETALLMXCA  MWUKPOOPraHn3mMoB
“‘BIOLUMBASE”, 5neKkTpOHHbIN  KaTanmor  KynbTyp,
xpaHsiwmxea B KK MBCO, npuknagHble nporpaMmbi.
BronomunHecueHUMst SBNSETCH OCHOBHBIM  MPU3HAKOM
ONs BKIOYEHUS B MHEPOPMALIMOHHYO CUCTEMY CBEAEHMN
O sBNeHWn wnM  opraHmsmax. basa  gaHHbIX
“BIOLUMBASE” xpaHuT pasHoobpasHyto MHpopMaLmio o
cogepxawmxca obbektax, a Takke [LOKYMEHThI,
Co3faHHble ApYruMy npunoxeHuamu. MudopmaumoHHas
cuctema cosfaHa ansi obecneveHus
3KCNEPUMEHTArbHBIX U TEOPETUYECKUX pa3paboTok Mo
dyHOoameHTanbHbIM M MpuUKnagHbiM - npobnemam,
CBSI3aHHbIM C WCMONb30BaHWEM CBETALLUXCS OpraHn3MoB
MU X OMOMIOMUHECLEHTHBIX CUCTEM W AOCTyMHa Yepes
ceTb Internet (http://bl.ibp.ru). PaboTa BbinonHaeTcs npu
nopgnepxke POOU (rpant 05-07-90157) M nporpammbl

dyHoameHTanbHbix uccnegosanun CO PAH (npoekT 38)
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=324

PPIMNCB KAK PACMNPEOENEHUE MUKPOOBBHEKTOB

CrapukoB B.H.
MuyypurHCKMI rocyaapCTBEHHbIN Negarornyeckuin

WHCTUTYT
OpHoctopoHHee  (OC)  pacnpegeneHue  pasHOCTU
MyacCOHOBbIX crnyyaviHbIX BENUYNH (PPTICB)

onpegensieTcsa npu BbICOKOM YPOBHE MO KpUTEPUIO
XW-KBagpaT COOTBETCTBYET OMNbITHOMY pacrnpefeneHuio
148 noaBbibopok (no 200 xpoMocom caMLoB Ap030usbl
B Kaxgom, obny4veHHbIx goson 3000 P) no uncny B HKX
pagnaumMoHHO-MYTUPOBAaBLUMX  XPOMOCOM (BaHHble
JlyuHuka), onbiTHOMy pacnpegeneHuio 400 kBagpaToB
CYETHOM Kamepbl NO YUCMY [OPOMCKEBbLIX KNETOK,
nonaBwmx B HUX (gaHHble CTblogeHTa), a Takxke,
onbiTHOMY pacnpepenexHuto 60 vawek MNeTpu ¢ arapowm,
cogepxawmx dar T1, no umcny konoHwuwn 6GakTepuu
Escherihia coli B Hux, cTaBwmx ycronumebiMm k dary T1
B pesynbTate CroHTaHHoOW MyTtaumm (Anana &,
Kavirep Ox.)
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=340

DEVELOPMENT OF INFORMATION SYSTEM OF THE
CULTURE COLLECTION OF NATURAL LUMINOUS
BACTERIA

Kotov D.A., Medvedeva S.E., Rodicheva E.K.

Institute of Biophysics Siberian Branch of Russian
Academy of Sciences Siberian Branch of Russian
Academy

The developed information system of the Culture

Collection IBSO contains: the Web-portal
«Bioluminescence and Iuminous organisms», the
database “BIOLUMBASE” of natural Iluminous

microorganisms, the electronic catalogue of cultures
maintained in CCIBSO, and applied programs. The
bioluminescence is the basic attribute to include the data
on the phenomenon or organisms into information
system. The database “BIOLUMBASE” stores the various
information about included objects, and also the
documents created by other appendices. The information
system is created for providing the experimental and
theoretical development on the fundamental and applied
problems connected with using of luminous organisms
and their bioluminescent systems. It is accessible through
network Internet (http://bl.ibp.ru). Work is carried out at
support of the grant 05-07-90157 RFBR and the project
38 on programs of basic researches of the SB RAS

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=324

DISTRIBUTION OF THE POISSON.S RANDOM
VARIABLES DEFFERERCE AS A MICROBIOOBJECTS
DISTRIBUTION

Starikov V.N.

Michurinsk State Pedagogical Institute

One-sided distribution of the Poisson.s random variables
differerce approximated experimental distribution of 148
subsamples (in 200 chromosoms of the each Drosophilla
males irradiated with dose 3000 R) ralativitely of number
of the radiation-mutation chromosoms in them (Lutchnik.s
data), experimental distribution of 400 squares of the
counting camera ralativitely of number of the yeast cells
falled in them (Student.s data), and also experimental
distribution of 60 Petri.s cups with agar containing phague
T1 ralativitely of number of the colonies of the Escherihia
coli bacteria in them gived resistense to phague T1 in
result of the spontaneous mutation (Ayala F., Kayger J.)
at hight level of chi-squared test goodness-of-fit

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=340
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MOEHTUDOUKALUUA XUPANbHbBIX LEHTPOB B
MONEKYNAPHbBIX CTPYKTYPAX

ByTtbiruda O.10., ®unumoHoB [1.A.

Y HAW BrnomegmumHckon xummm um.B.H.OpexoBunya
PAMH

Mbl npoBenu WOEHTUPUKALMIO XMparnbHbIX LEHTPOB B
MOINEKYNSAPHbIX ~ CTPYKTYypax C  3KCMEepUMEHTarbHO
noAaTBepPXXAEHHbIMU akTUBHOCTAMM (principal compounds)
u3 6asbl gaHHbix MDDR dovpmel MDL. 89% monekyn B
MDDR saBnstoTca xupanbHbiMu, 81% Bcex XupanbHbiX
LeHTpoB cocTaBnaiT atombl C, 17% atombl N,
3aMeTHO NPUCYTCTBUE YETLIPEXKOOPANHUPOBAHHLIX CEpbl
n cocopa (0,93 n 0,3 % cooTBETCTBEHHO), TOrAa Kak
bonee peakue cnyvaum XuparnbHbIX LEHTpOB
(natvBaneHtHen P, Te, Se, As wn pgp.) B MDDR

NPaKTN4eCKn He npencrtaBiieHbl
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=341

BA3A OAHHbIX TIUTEPATYPHbIX UICTOYHUKOB NO
KOMMNINEKCOOBPA30OBAHMIO NOHOB
PEAKO3EMENbHbIX U 5F-3JIEMEHTOB

KoBaneBa U.A., By3bko B.1O., MonywwuH A.A.,

CyxHo U.B.

KybaHckuin rocyaapcTBEHHbIM YHUBEPCUTET

CospgaHa 6asa [OaHHbIX NMTepaTypHbIX WCTOYHMKOB MO
KOMMMEeKcoobpa3oBaHMI0O MOHOB  peaKo3eMerbHbIX U
5F-3neMeHTOB C OpraHM4YeckMMM U HEopraHUYeCcKUMU
nuraHgamMu B BOAHBLIX WM BOAHO-OPraHWYeckux cpepax,
MOPCKMX BOAAX, WCKYCCTBEHHbIX, HaTyparnbHbIX W
TEXHOMOMMYECKNX nionaax Mo AaHHbIM - PasfNYHbIX
PU3NKO-XUMUYECKUX METOOOB UM MaTeMaTU4ecKoro
MoaenupoBaHua. MpeaHasHayeHa ANA cneuuanucToB B
0o6rnacTM  KOOPAMHALMOHHOW  XUMWUW,  PaavOXUMuM,

MarHMTHOro pe3oHaHca, rmgpoxXxmmMmmnm n reoakonornn
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=293

OXYGEN SOLUBILITY - NIPOFPAMMA PACYETA
PACTBOPUMOCTU KNCNOPOJA B YACTOM BOJE,
MOPCKUX BOOAX, PACCOJIAX, BUONOIMMYECKUX

XUOKOCTAX, CUHTETUYECKUX PITIOUOAX U
ANEKTPOJIUTHbIX PACTBOPAX

Bysbko B.1O., CyxHo U.B., MonywuH A.A.
KyGaHckuih rocyqapCTBEHHbI YHUBEPCUTET

B 2004 rogy B pamkax npoekta 2000-003-1-500 IUPAC
(Analytical Chemistry Division V) "Aqueous Solutions"
BbiMyLWEeH MakeT  npuknagHblx  nporpamm  "The
Adjustment, Estimation and Uses of Equilibrium Reaction
Constants in  Aqueous Solutions" ana ydeHbIx,
3aHMMaroWwmxcs npobnemamun okpyxarLuen cpefpl, ANs
CNeunanncToB MPOMBLILMEHHON XUMUM WU YYeHbIX-
xummkoB. Oxygen Solubility - ogHa n3 nporpamm aTtoro
nakeTta, nNpOAYKT TBOpYeckoro napTHepcTBa Aqua
Solution Software (Sukhno I., Buzko V., Polushin A,

Russia)
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=297

IDENTIFICATION OF CHIRAL CENTERS IN
MOLECULAR STRUCTURES

Butygina O.Yu., Filimonov D.A.

V.N.Orekhovich Institute of Biomedical Chemistry of
Russian Academy of Medical Sciences

We performed the identification of chiral centers in
molecular structures of principal compounds in MDL
MDDR database. 89% of the molecules in MDDR are
chiral, 81% of all chiral centers are C atoms, 17% - N
atoms. There are tracks of 4-coordinated S and P (0.93 %
and 0.3 % correspondingly), while more uncommon cases
of chiral 5-coordinated P, and other elements (Te, Se, As,
etc.) exist in just a few cases

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=341

THE LITERATURE DATABASE ON COMPLEXATION
OF THE IONS OF RARE-EARTH AND 5F-ELEMENTS

Kovaleva I.A., Buzko V.Yu., Polushin A.A.,
Sukhno L.V.
Kuban State University

The literature database was created. The following
database deal with complexation of the ions of rare-earth
and 5F-elements with organic and non-organic ligands in
aquatic and aquatic-organic environments, sea-water,
artificial, natural and technological fluids according to the
results of different physicochemical methods and
mathematical simulation. It is intended for specialists in
coordinating  chemistry, radiochemistry, = magnetic
resonance, hydrochemistry and geoecology.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=293

OXYGEN SOLUBILITY - IS APPLICATION FOR
CALCULATING SOLUBILITY OF OXYGEN IN PURE
WATER, SEA-WATER, BRINES, BIOLOGICAL FLUIDS,
SYNTHETIC FLUIDS AND ELECTROLYTIC
SOLUTIONS

Buzko V.Yu., Sukhno L.V., Polushin A.A.

Kuban State University

In 2004, in terms of the project 2000-003-1-500 IUPAC
(Analytical Chemistry Division V) "Aqueous Solutions", the
package of applied software was developed and
released. The package, named "The Adjustment,
Estimation and Uses of Equilibrium Reaction Constants in
Aqueous Solutions" was intended for scientists engaged
in problems of environment, industrial chemistry
specialists and chemists. Oxygen Solubility — is one of
applications included into the package, it is the product of
the joint partnership Aqua Solution Software (Sukhno I.,

Buzko V., Polushin A., Russia)
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=297
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NMPOrPAMMA KOPPEKLIMM 3HAYEHUA KOHCTAHT
MOHHbIX PABHOBECUW NPU U3MEHEHUU
MOHHOW CUnbl CPEALI C UICMONIb30BAHUEM
TEOPUN CNELUNPUYECKUX MEXKMOHHbBIX
B3AUMOLOENCTBWN SIT. BEPCUA 2.0

CyxHo WU.B., By3bko B.HO., MonywwnH A.A.

KyGaHckuii rocyaapCTBeHHbIV YHUBEPCUTET

B 2004 rogy B pamkax npoekta 2000-003-1-500 IUPAC
(Analytical Chemistry Division V) "lonic Strength
Corrections for Stability Constants" BbinyweHa Bepcus
2.0 nporpaMmbl C OOHOMMEHHbIM HasBaHuem (MS
Windows 9x/NT/2000/XP). lMporpamma npegHasHayeHa
ONS KOPPEKUMN 3HAaYEHWNA KOHCTAHT MOHHBIX paBHOBECUI
npu M3MEHEHWUN MOHHOW CUMbl CPEAbI C UCMOSIb30BaHNEM
Teopun cneunduyeckux MEXMOHHbIX B3aMMOOENCTBUN

SIT
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=296

ELECTROLYTES - MPONPAMMA PACYETA
TEPMOAWHAMUYECKNX CBOUCTB BOAHbIX
PACTBOPOB JJIEKTPOJIUTOB (CPEOHEUOHHbIX
KO3®PULMEHTOB AKTUBHOCTU, NOHHbIX
KO3®PULIMEHTOB AKTUBHOCTMU,
OCMOTUYECKUX KOODPDPULIMEHTOB,
AKTMBHOCTU BOAbI)

CyxHo WU.B., Bysbko B.1O., MonywwmH A.A.
KyGaHckuii rocyapCTBEHHbI YHUBEPCUTET

B 2004 rogy B pamkax npoekta 2000-003-1-500 IUPAC
(Analytical Chemistry Division V) "Aqueous Solutions"
BbiNylWeH nakeT  npuknagHoelx  nporpamm  "The
Adjustment, Estimation and Uses of Equilibrium Reaction
Constants in Aqueous Solutions" pana  y4eHblx,
3aHMMatoLmuxcs npobrneMamu okpyxarollen cpeabl, Ans
CrMeunanncToB  MNPOMBILINIEHHON XMMUU U YYeHbIX-
xumukoB. Electrolytes - ogHa 13 nporpamm 3TOro nakera,
NPOAYKT TBOpPYEcKOro napTHepctBa Aqua Solution
Software (Sukhno I., Buzko V., Polushin A., Russia)

http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=295

ACID BASE - TPO'PAMMA PACYETA KUCIIOTHO-
OCHOBHbIX PABHOBECWM B 3NEKTPONIUTHbIX
PACTBOPAX, MOPCKMX BOOAX U
r’MAPOXUMUYECKUX PITIOUAOAX

MonywwuH A.A., By3bko B.1O., CyxHo U.B.
KybaHckuii rocyaapCTBEeHHbIV yHUBEpcUTeT

B 2004 rogy B pamkax npoekta 2000-003-1-500
(Analytical Chemistry Division V) "Aqueous Solutions"
BbiNylWleH nakeT  npuknagHelx  nporpamm  "The
Adjustment, Estimation and Uses of Equilibrium Reaction
Constants in Aqueous Solutions" pgna  y4eHblx,
3aHMMalLWwmxca npobnemMammn okpyxarollen cpefbl, Ans
CNeunanncToB MPOMBILMIEHHON XUMUM U YYeHbIX-
xumukoB. Acid Base - ogHa 13 nporpamm 3TOro nakera,
npodyKkT TBoOp4Yeckoro napTHepctBa Aqua Solution
Software (Sukhno I., Buzko V., Polushin A., Russia)

http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=294

THE SOFTWARE FOR CORRECTION OF CONSTANTS
OF IONIC BALANCE DURING THE CHANGING OF
IONIC FORCE OF THE ENVIRONMENT, USING THE
THEORY OF SPECIFIC INTERION INTERACTIONS SIT,
VERSION 2.0

Sukhno L.V., Buzko V.Yu., Polushin A.A.

Kuban State University

In 2004, in terms of the project 2000-003-1-500 IUPAC
(Analytical Chemistry Division V) "lonic Strength
Corrections for Stability Constants" the 2.0 version of
software of the same name was developed and released
(MS Windows 9x/NT/2000/XP). The application is
destined for correction of constants of ionic balance
during the changing of ionic force of the environment,
using the theory of specific interion interactions SIT

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=296

ELECTROLYTES - IS SOFTWARE FOR
CALCULATING THERMODYNAMIC FEATURES OF
AQUA SOLUTIONS OF ELECTROLYTES (MEDIUM-
IONIC ACTIVITY RATIO, IONIC ACTIVITY RATIO,
OSMOTIC ACTIVITY RATIO)

Sukhno L.V., Buzko V.Yu., Polushin A.A.
Kuban State University

In 2004, in terms of the project 2000-003-1-500 IUPAC
(Analytical Chemistry Division V) "Aqueous Solutions", the
package of applied software was developed and
released. The package, named "The Adjustment,
Estimation and Uses of Equilibrium Reaction Constants in
Aqueous Solutions" was intended for scientists engaged
in problems of environment, industrial chemistry
specialists and chemists. Electrolytes — is one of
applications included into the package, it is the product of
the joint partnership Aqua Solution Software (Sukhno 1.,

Buzko V., Polushin A., Russia)
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=295

ACID BASE - IS SOFTWARE FOR CALCULATING OF
ACID-BASE BALANCE IN ELECTROLYTIC
SOLUTIONS, SEA-WATER AND HYDROCHEMICAL
FLUIDS

Polushin A.A., Buzko V.Yu., Sukhno L.V.

Kuban State University

In 2004, in terms of the project 2000-003-1-500
(Analytical Chemistry Division V) "Aqueous Solutions", the
package of applied software was developed and
released. The package, named "The Adjustment,
Estimation and Uses of Equilibrium Reaction Constants in
Aqueous Solutions" was intended for scientists engaged
in problems of environment, industrial chemistry
specialists and chemists. ACID BASE - is one of
applications included into the package, it is the product of
the joint partnership Aqua Solution Software (Sukhno 1.,

Buzko V., Polushin A., Russia)
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=294
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TEMPERATURE EFFECTS - MTPOTPAMMA PACYETA
TEPMOOUMHAMUWYECKUX NAPAMETPOB
XUMUYECKNX PEAKLIUIA

Bysbko B.1O., CyxHo U.B., MonywuH A.A.

KyGaHckuih rocygapCTBEHHbI YHUBEPCUTET

B 2004 rogy B pamkax npoekta 2000-003-1-500 IUPAC
(Analytical Chemistry Division V) "Aqueous Solutions"
BbiMyLWEeH MakeT npuknagHblx  nporpamm  "The
Adjustment, Estimation and Uses of Equilibrium Reaction
Constants in  Aqueous Solutions" ana y4deHbix,
3aHMMaroWwmxcs npobnemamun okpyxarLuen cpefpl, ANs
CNeunanncToB MPOMBILMIEHHON XUMUM U YYeHbIX-
xmmukoB. Temperature Effects - ogHa ns nporpamm atoro
nakeTta, nNpoOJyKT TBOpYeckoro napTHepcTBa Aqua
Solution Software (Sukhno I., Buzko V., Polushin A,

Russia)
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=298

CNocob UAEHTU®UKALIUU OEUCTBYHOLLNX
BELWECTB NMPEMAPATUBHbLIX ®OPM
XNOPOPITAHUYECKUX MECTULUMAOB NO MACC-
CMNEKTPAM HU3KOIo PA3PELLEHUA

BykoB H.H., A6pamoB E.U., BoraTtoB H.M.,
Napwuonos K.B., PenHas J1.®., MNaHowkuH B.T.
Kyb6aHckuin rocyaapcTBEHHbIN YHUBEPCUTET

B pamkax co3gaHWs  OpurMHanbHbIX — MpOrpamm
NOEHTUMUKALMM CNOXHBIX OPraHMYeckux MOIEKyrn no
Macc-CrneKkTpaM HU3KOro paspelleHus [2], pa3paboTaHa
nporpaMmma pacro3HaBaHUsi [OEWCTBYIOLUMX BELLECTB
XINOpPOpPraHM4ecknx NecTuunaoB Mo MynbTUMNIIETHON
CTPYKTYpE CWUrHaroB MOSEKynspHOro uoHa. B ocHoBe
nporpammbl nexur CTPYKTypHas 3aBNCUMOCTb
WHTEHCHBHOCTEN CUrHarnos MynbTUnneTa
MOJEKYIIAPHOrO MOHa OT KONMNYEeCTBa BXOASALUMX B COCTaB
MOfeKynbl atomoB xnopa. Ha npumepe OOT nokasaHo
xopotuee COOTBETCTBUE pe3ynbTaTtoB paboThbl

nporpamMmbl C 3KkCnepunMeHTarnbHbIMU AaHHbIMU
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=367

TEMPERATURE EFFECTS - IS APPLICATION FOR
CALCULATING THERMODYNAMIC PARAMETERS OF
CHEMICAL REACTIONS

Buzko V.Yu., Sukhno L.V., Polushin A.A.

Kuban State University

In 2004, in terms of the project 2000-003-1-500 IUPAC
(Analytical Chemistry Division V) "Aqueous Solutions", the
package of applied software was developed and
released. The package, named "The Adjustment,
Estimation and Uses of Equilibrium Reaction Constants in
Aqueous Solutions" was intended for scientists engaged
in problems of environment, industrial chemistry
specialists and chemists. Temperature Effects — is one of
applications included into the package, it is the product of
the joint partnership Aqua Solution Software (Sukhno I.,

Buzko V., Polushin A., Russia)
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=298

WAY OF IDENTIFICATION OF OPERATING
SUBSTANCES OF PREPARATIVE FORMS OF
CHLORORGANIC PESTICIDES ON MASS-SPECTRA
OF THE LOW SANCTION

Bukov N.N., Abramov E.I., Bogatov N.M.,

Larionov K.V., Repnaya L.F., Panushkin V.T.

Kuban State University

Within the limits of creation of original programs of
identification of complex organic molecules on mass-
spectra of the low sanction [2], the program of recognition
of operating substances chlororganic pesticides on
multiple structure of signals of a molecular ion is
developed. In a basis of the program structural
dependence intensities signals of multiplet a molecular
ion from quantity of atoms of chlorine a part of a molecule
lays. On example DDT good conformity of results of work
of the program with experimental data is shown

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=367
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CEKIIMSI 6

HUHTEJUIEKTYAJIBHBIE CUCTEMBI M TEXHOJIOT MU (IPUHATHUE PEIIEHUM,
SKCHEPTHBIE CUCTEMBbI U T./1.)

SECTION 6

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

NH®OPMALMOHHO-BbIYMUCTIUTENBHAA
TEXHONOMMA ABTOMATU3NPOBAHHOW
MEOULMHCKOW OAUATHOCTUKU
Boromonos A.B., YukoBa C.C., 3yeBa T.B.,
MuxeeB O.B., Mabycy IN.A.

[ocynapcTBeHHbIN Hay4YHO-UCCneaoBaTenbCKuii
ucnblTatenbHbln MHCTUTYT MO PO

M3noxeHa MHOPMaLNOHHO-BbIYMCINTENBHAsA
TexHonorus aBTOMaTMSMpOBaHHOVI MeANLNHCKON
AnarHoCTukn, oCHoBaHHaaA Ha WUCMNOJIb30OBaHUN METOO0B

HeyeTkom morvkn. Ha  ocHoBaHuM  pe3ynbTaToB
anpobauun paspaboTaHHbIX peleHMn npu CuHTe3e
cucTeMmbl aBTOMaTU3MPOBaHHOM ANarHoCTUkn

apTepuanbHoi rMnepTeHsnu nokasaHa 3¢pdeKTUBHOCTb
UCNonb30oBaHUA METOAOB HEYeTKOM NOrvku 1 oGpaboTku
3KCMEepTHON WHGopMauuM AOns  aBTOMaTU3NPOBaHHOM
ONarHOCTUKM  MPemMopBUaHbIX HapYLUEHUA COCTOSIHUSA
obcrneayeMoro  —  LUMPOKO — PacnpoOCTPaHeHHbIX U
JOCTaTOYHO CMOXHbIX ASISl AUArHOCTUKM M OeTanbHoro
OonMcaHMss  CUMMTOMAaTUKM  BBMOY WX  BbICOKOM

HeonpeageneHHocTn, AHaMU4HOCTU U «06paTVIMOCTVI»
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=374

KNACCUDUKALIUA MATONTOMMYECKUX
NATTEPHOB M3I NP NAPKUHCOHWU3ME
Oepry3oB A.B., MaxopTbix C.A.

WHCTUTYT MaTemaTtuyeckmx npobnem 6uonorun PAH

Mpepnaraetcs MeTon KnaccuuKkaumMmn Tuna akTUBHOCTU
B 3anucsX MarHWTHou 3sHuedanorpacdum (M3I) ans
3ajayv nokanusauum UCTOYHWKOB MaTosnornm B obnactsix
KOpbl rofloBHoro Mmoasra. [JaHHas paboTa ocHoBaHa Ha
1cnonb3oBaHUn 0606LLEeHHOro cnekTpanbHo -
aHanuMTM4yeckoro MeToda, KOTOpbI  npepnonaraet
nposegeHve nonHon obpaboTkm nccnegyemoro oobekTa
B MpocTpaHcTBe koadpuumeHToB Pypbe pasnoxeHus
curHana no cchepuryeckmm rapmMoHuKam.
PaccmaTtpuBaloTcsl OCHOBHblE MOMOXEHUs1 MeToda W
pe3yrnbTaTbl €r0 NPUNOXEHUS B pearnbHblX 3anucsx M3l

onga cnyyvasa oonesHu rlapKVIHCOHa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=312

IT TECHNOLOGY OF AUTOMATED MEDICAL
DIAGNOSTICS

Bogomolov A.V., Chikova S.S., Zueva T.V.,

Mikheyev O.V., Gabusu P.A.

The State Science and Research Experimental Institute of
Ministry of Defence of the Russian Federation

The IT technology of automated medical diagnostics
based on methods of fuzzy logic is set forth. Basing on
the results of approving of developed solutions during the
synthesis of the system of automated diagnostics of
arterial hypertension, the effectiveness of using the
methods of fuzzy logic and processing of the
experimental data for automated diagnostics of the
premorbid abnormalities of the patient condition are
shown. These methods are widely used but complex
enough for diagnostics and detailed description of
symptomatic, considering their high indeterminacy,
dynamics and invertibility

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=374

PARKINSON’S PATHOLOGY MEG PATTERNS
CLASSIFICATION

Derguzov A.V., Makhortykh S.A.

Institute of Mathematical Problems of Biology Russian
Academy of Sciences

We've offered classifying method for types of activity in
magneto-encephalography (MEG) patterns for problems
of localization of pathology sources in cerebral cortex.
This research is based on using of generalized spectrum-
analytical method, supposing the complete study of
researched object in the space of Fourier coefficients for
spherical harmonics expansion of the signal. The main
regulations of the method are considered as well as the
results of application for Parkinson’s pathology MEG
patterns.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=312
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PA3POBOTKA METOOA KOJIMYECTBEHHOIO
MPOrHO3A AKTUBHOCTU COEOUHEHUNA,
BNUAIOLLMX HA KNETOYHbIN LUMKI, HA MPUMEPE
MHIMBUTOPOB CDK1

3axapoB A.B., IlaryHuH A.A., dunumoHoB [.A.,
Mopowkor B.B.

'Y HAW BrnomegmumHckoi xummm um.B.H.OpexoBunya
PAMH

PaspabotaH MeTog KONMMYECTBEHHOrO MpPOrHo3a Ha
OCHOBE  MpeAcCTaBleHUuss  CTPYKTYpbl  XUMUYECKUX
coeguHeHun B Buge MNA pgeckpuntopoB u
CaMOCOornacoBaHHOW perpeccuu, KOTOpbIV 6bIn
anpobupoBaH Ha npumepe WHrIMGUTOPOB
UUKNMH3aBMCcMMbIX kuHa3 (CDK1). Ona TectupoBaHus
MEeTOAa WCMOoMnb30oBanuCb AaHHble O 58 CTPYKTYpHbIX
dhopmynax " BENMYnHax nonyacpdeKTMBHOM
KoHueHTpauumn (IC50) mHrnémutopos CDK1, cobpaHHble
U3 nuTepaTypHbiX WCTOYHUKOB. [ns OaHHOW BbIGOpKM
ObiNM Mony4YeHbl CTAaTUCTUYECKNE XapaKTepucTukm R2=

0.95, Q2=0.77
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=348

K BOMNPOCY PAHHEW OAUATHOCTUKU
OHKONOMMYECKUX 3ABOJIEBAHUW NEYEHU C
NMPUMEHEHUEM MH®OPMALIMOHHO
AHANUTUYECKON CUCTEMbI DIAGNOSTIC
Wnaxos I'.I".

MepMckasa rocyaapcTBeHHas MeauumMHCKas akagemmst
M3 PO

Hamn paspabotaHa WHOPMALUMOHHO aHanuTu4eckas
cuctema (MAC) DIAGNOSTIC, npepHasHadeHHas Anis

DEVELOPING OF THE METHOD FOR QUANTITATIVE
FORECAST OF COMPOUND ACTIVITY, INFLUENCING
ON CALL CYCLE, BY THE EXAMPLE OF CDK1
INHIBITORS

Zaharov A.V., Lagunin A.A,, Filimonov D.A,,

Poroykov V.V.

V.N.Orekhovich Institute of Biomedical Chemistry of
Russian Academy of Medical Sciences

The method for quantitative forecast based on conception
of chemical compounds as MNA descriptors and self-
consistent regression was developed, and approved by
the example of inhibitors of cyclin dependent kynases
(CDK1). For testing of the method we’ve used data about
58 structural formulas and magnitudes of semi-effective
concentration (IC50) of CDK1 inhibitors, gathered from
literature. For this sampling the static characteristics were
the following: R2=0.95, Q2=0.77

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=348

TO A QUESTION OF EARLY DIAGNOSTICS OF
ONCOLOGICAL DISEASES OF A LIVER WITH
APPLICATION IT IS INFORMATION ANALYTICAL
SYSTEM "DIAGNOSTIC"

Shlyahov G.G.

Perm State Acedemy of Medicine of Health Care Ministry
of the Russian Federation

We've developed informational analytical system (IAS)
DIAGNOSTIC, intended for analysis, diagnostics and

aHanusa, AMarHOCTMKM W ynpaereHust fedeHveM npu  management of the medical treatment during the

3aboneBaHusix renaTto-bunmnapHoro Tpakta diseases of the hepatobiliary tract
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=359  http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=359

http://www.ivtn.ru 31



Cekumsa 7

Section 7

CEKIIUS 7

OIITUMAJIBHBIE METO/bI, IINTAHUPOBAHUE 3KCIIEPUMEHTA

SECTION 7

OPTIMUM PROCEDURES AND DESIGN OF EXPERIMENTS

ANPUOPHOE OMNPEOENEHUE BEPOATHOCTHU
PEAKLUUU PA3NTOXXEHUA OPTAHUYECKOIO
COEOVHEHWUA CPEOCTBAMU MONEKYNAPHOIO
MOOENNPOBAHUA

OemeHTbeB B.A.

WHCTUTYT reoxvmum n aHanmuTm4eckomn Xxmmmm

um. B.U.BepHaackoro PAH

MokasaHo, YTO ANS BbIYMCIIEHNS BEPOATHOCTU peakumn
pasnoXeHnsi CROXHOW OpraHW4eckor MOSEKysbl MOXHO
nonb3oBaTbCsi  pa3paboTaHHbIMM  paHee  MpuvemMammu
MOAENMPOBaHNA peakuuii n3oMepHbix npespaieHuii. C
MOMOLLBIO  Takmx MPUEMOB  HaxOAATCs  MaTpuubl
COOTHOLLEHUs "pnboBa-[yLmHckoro mexay
HOpManbHbIMU KoopanHaTamu NCXOAHON n
npeapacnagHon MOMEKynsApHON mMoaenw. 370
COOTHOLLEHNE ucnonb3yeTcs ans BbIYUCIEHUS
WHTerpana nepekpbiBaHNA konebaTenbHbIX BOMHOBbIX
dyHKUM AByx Mogenen. [pn HOpMMPOBKE BOSTHOBbIX
dyHKUMA  BnepBble UCMOMb3YyIOTCA  AaHHble O
Temnepatype M NMAOTHOCTM cpedbl, B  KOTOPOW

npoucxognT peakuma pasnoxXeHna
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=308

COBPEMEHHOE COCTOAHUE B OBJNTACTU
MPOrHO3UPOBAHWUSA BUOJNTIOTMYECKON
AKTUBHOCTW OPITAHUYECKNX COEQUHEHUN
MorpeGHsak A.B.

MaTuropckas rocyaapcTBeHHasi hapmaLleBTUyeckas
akagemusi

B o063opHOM [goknage  pacCMOTPEHbl  OCHOBHbIE
Hambonee nepcrnekTMBHbIE METOAbl W3YYEeHWUst CBS3n
«CTPYKTYpa-aKTUBHOCTb» W  Au3anHa ©Guonornyecku
aKkTUBHbIX BellecTB. [lpuBegeH nepeyeHb U3MKO-
XUMUYECKUX " TOMOXMMUYECKMX [eckpunTopoB
MOIEKYNAPHON CTPYKTYpbI MCNonb3yeMblxX ans
NporHo3MpoBaHus  GMONOrMYECKOM  akTUBHOCTU WU
MOIEKyNsApHOro Au3arviHa. PaccmMoTpeHbl BO3MOXHOCTH,
npenMyLiectBa W HeOOCTaTKM pasfM4YHbiX METOAOoB
NPOrHO3MpoBaHKs ©Guonornyeckoi aKTUBHOCTMU.
MopyepkmBaeTcs BaXHOCTb WCMONb30BaHUSA LUMPOKOro
Kpyra [OeckpunTOpOB MOJEKYMSIPHOA  CTPYKTYpbl W
MeTonoB MX aHanu3a. Ocoboe BHMMaHWe yaensieTcs
KBAHTOBO-XMMUYECKOMY OnucaHuo MOreKyn.
O6cyxgaloTcs  MepcnekTuBbl  pas3BUTUA  METOAOB
MOIEKynsapHOro AamsamHa. Cnucok nutepaTypbl — 228

NCTO4YHNKOB
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=134

FIRST PRINCIPLE CALCULATION OF PROBABILITY
OF A PARTING REACTION OF ORGANIC COMPOUND
WITH AID OF MOLECULAR MODELING

Dementiev V.A.
V.l.Vernadsky Institute of Geochemistry and Analytical
Chemistry of Russian Academy of Sciences

Calculation of probability of a parting reaction of organic
compound may be performed as a special case of
reaction of isomerization with aid of molecular modeling.
Previously we need calculate the overlapping integral of
vibrational wave functions of whole and parted models
using Gribov-Dushinsky equation. Wave function of
parted model we have nomalized taking into account
temperature and density of environment

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=308

CURRENT STATE OF FORECASTS OF BIOLOGICAL
ACTIVITY OF ORGANIC COMPOUNDS

Pogrebnyak A.V.
Pyatigorsk State Pharmaceutical Academy

The present review is deal with the basic and the most
prospective methods of studying the structure-activity
relationships and design of biologically active substances.
The list of physical-chemical and topochemical
descriptors of molecular structure used for biologic activity
forecasts and molecular design is available. The
opportunities, advantages and disadvantages of different
methods of biological activity forecasts are examined. The
importance of using wide range of descriptors of
molecular structure and analysis methods are
underscored in particular. The principal concern is the
quantum-chemical description of the molecules. The
prospects of evolution of molecular design methods are
discussed. The list of the literature counts 228 sources

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=134
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CNEKTPAJIbHbIE METOObl KOPPEKLIUA
HENONHOTbLI AAHHBbIX

OeprysoB A.B., Kynukosa J1.U., MaxopTtbix C.A.
WHCcTUTYT MaTemaTtuyecknx npobnem 6uonorun PAH

3afaya  aKCTpanonauMn  SIBNSIETCA  KacCU4eckon
HEKOPPEKTHOM npo6nemon 06paboTku
3KCMNEPUMEHTANbHbBIX  AaHHbIX.  SApPKUM  MPUMEPOM

CUTyauMM C HEeMomnHOTOW [JaHHbIX SBNsieTca aHanus
3anuceit NPOCTPAHCTBEHHOrO pacrnpegerieHus nons B

3agavax MeANLIMHCKOWN 3Huedanorpacun. Ong
KOPPEKTHOrO  NPUMEHEHWsT  CneKkTpanbHbIX  METOAOB
aHanusa  pacnpegeneHWn  AaHHbIX  Ha  cdepe

HeoOXoAMMO 3HaHMe 3HavYeHu OYHKUMK Ha BCel cdepe,
0ofdHaKo, B OMMCaHHbIX 3adavax 3Huedanorpadun Ha
«LWEWHOM» W «NMUEeBON» 4YacTax cdepbl M3MepeHust
0b6bluHO He npoBoAsTCS M B pesynbTate Ha 1/3 yactu
cdepbl MCxodHble AaHHble OTcyTcTBYlOT. OcTaBasick B
pamkax CneKTpansHoro aHanu3a CUrHanos
uenecoobpasHo CTPoUTb B pamkax BbibpaHHOro cnocoba
onucaHnsa TaKke npoueaypbl 3kcTpanonaumun. B goknage
NpUBOAATCA MpWMEpbl  peanu3auun  npegnaraembix
MEeTOJOB BOCCTaHOBIMIEHWS AaHHbIX Ha 4Yactu obnactu
onpegeneHns usyd4aemoh yHKUMM ANS  criyvyaes
OOHOMEPHbIX  MOAENbHbIX  AaHHbIX U ABYMEPHbIX

pacnpegeneHnii MarHuTHoro nonsi npy aHanuse M3l
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=313

MOOEJN, MATEMATUKA U MNMOHATUE TOYHOCTU B
KBAHTOBOW XMUU

Fpnbos J1.A.

WHCTUTYT reoxXvMnm 1 aHanmMTU4eckon Xummnm

um. B.N.BepHaackoro PAH

OTa cTaTtbhs UMeeT CBOel Lenblo 00paTnTb BHUMaHME Ha
uenbii  psa  BaXHbIX METOAMYECKMX OCOBEHHOCTEW,
KOTOpbIE HYXHO yuuTbiBaTb npu  JOObIX MOMNbITKax
BOCMOMb30BaTLCA pe3ynbTaTamMy KBaHTOBO-XMMUYECKUX
pacyéToB, BbINOMHAEMbIX C MOMOLLbIO MOMyYaloLWmx BCé

borbllee  pacnpocTpaHeHWe  BbICOKO  CEePBUCHbIX
nporpamm ansa K [1-4]. JlerkocTb 3agaHus UCXOOHbIX
OaHHbIX fenaet 3Tn nporpammbl OYeHb

npuenekaTenbHbIM MHCTPYMEHTOM MPU PELLEHUU CaMbIX
pa3HoobpasHbIx Npobnem, co3gaBasi, 0OHAKO, MIMH3UI0
MpoCTOTbl M OTCYTCTBMA HeobxognmocTn  riy6oko
pa3bupaTbCs B TeX NPUBAMKEHUSX U MOAENsaX, KoTopble
M COCTaBMsAOT OCHOBY BbIYMCAWUTENMbHBIX anropuTMOB.
OnacHocTb ycyrybnsietca u Tem, 4YTo B OONbLUMHCTBE
PYKOBOACTB MO KBAHTOBOW XUMWWU 1N TEOPUMN CNEKTPOB [5-
20] rnaBHoe BHWMaHWe obpallaeTcs WUMEHHO Ha
mMaTemaTMyeckyto dhOpMYNUPOBKY peLLUeHns npobnemsl un
He aKueHTMpyeTcs AOoCTaTodHOe BHMMaHue Ha 6a30Bbix

npeactaBlieHNAX Teopnun N MeToankKun eé NpUMEeHeHnA
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=372

SPECTRAL METHODS FOR DATA LACK
CORRECTION

Derguzov A.V., Kulikova L.l., Makhortykh S.A.
Institute of Mathematical Problems of Biology Russian
Academy of Sciences

Extrapolation problem is classical incorrect problem of
experimental data analysis. Vivid example of data
incompleteness is the analysis of spatial field distribution
in problems of medical encephalography. For proper
application of spectrum methods for analysis of spherical
data distribution we should know the function magnitude
for the whole sphere, but for the described
encephalography problems the calculations on neck and
exterior part of the sphere are usually avoided, and thus
there is data lack for 1/3 of the sphere.

The report deals with the examples of the methods for
data restoring for one-dimensional datum and two-
dimensional magnetic field distributions during MEG.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=313

MODELS, MATH AND ACCURACY NOTION IN
QUANTUM CHEMISTRY

Gribov L.A.

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

The report is aimed to draw an attention to the whole
number of important methodical peculiarities, which
should be considered in any case when we use the
results of quantum-chemical calculations, obtained with
the help of service software for PC, being more and more
popular nowadays. The easiness of initial data input
makes these programs very attractive for solving different
problems; however we should realize the illusion of the
easiness and understand that there is no need to
examine the models and approximations forming the
algorithm. The risk is aggravated by the fact that in the
most manuals on quantum chemistry and spectrum
theory [5-20] the main attention is focused exactly on
mathematical formulation of the solution and the basis
presentation of the theory and methods for its applications
are not accented adequately

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=372
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PEAJNIM3ALNA METOOA REMD C
MUCMNMOJIb3OBAHMEM XECTKUX ®PATMEHTOB
MockoBckuii A.A., BaHoeckuii B.B., KoHtoxoB C.C.,
Hemyxun A.B.

MocKoBCKMIN rOCyAapCTBEHHbIN YHUBEPCUTET

mMm. M.B.JTomoHocoBa

B pabote nposeaeHa peanusauusi meToda
MOIEKYNAPHON AMHAMMKN C XECTKMMU bparMeHTamu, B
pamMKax KOTOPOro Mofekyna paccmaTtpuBaeTcs Buge
Habopa TBepabix Ten Peanu3oBaHbl  MeToAuKa
npoBeaeHns MOAENMPOBaHnsA npu NMOCTOSIHHON
Temnepartype 1 npouegypa rnobansHon onTumusaumu. B
xoge paboTbl MpOBepeHa KOPPEKTHOCTb peanu3auuv
anropuTMOB Ha npumepe pacuyeTa AuMHaMukn Gernka
bakTepropogoncuHa, cdepuyeckMx kanenb  BOAbl,
ManblX KracTepoB BOAbl, a Takke uWccrnegoBaHus

NPOCTPaHCTBEHHbIX KOHopmaumn 6enka BUNnmMHa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=368

ONTUMU3ALUUNA NAPAMETPOB BA3UCHbIX
®YHKLUUN B PAMKAX KBAHTOBO-XUMUYECKUX
NMPOrPAMM HYPERCHEM U GAMESS

BenoycoB B.B., lOpoBa U.B., EpmakoB A.W.
HoBomoCKOBCKUA MIHCTUTYT POCCUNCKOrO XMMMKO-
TexXHomnornyeckoro yHnsepcuteta um. .. Mengeneesa

YyeT penakcauum opbutaner B HESIMMMPUYECKUX
KBaHTOBO-XMMWYECKMX pacyeTax OCHOBaH Ha MonyyYyeHun
ONTMManbHbIX  NapameTpoB  6asuCHbIX  PYHKUWIA,
ucrnonb3yemblX  Ans MOCTPOEHUS  MOJIEKYNSIPHbIX
opbuTtanein. Ons npoBefeHus onTUMmM3aLmm
npegnaraetcsa ucnonb3oBaTb Metoabl Hengepa-Muga n
PoseHbpoka. B xoge MHOxecTBa pacyeToB aTOMOB WU
MOIEeKynn 3fIEMEHTOB BTOPOro nepuoga M Bogopoda
Oblna nokasaHa nNPUEMSIEMOCTb 3TUX METOLAOB [AJis
pelleHnss  MocTaBfeHHoW  3agauyn.  [lporpammHas
peanusauus MeTOAOB ONTMMM3auuM Obina BbINOSHEHa
ONs  KBAHTOBO-xMMuyeckmx nporpamm HyperChem u

Gamess
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=323

AN IMPLEMENTATION OF REPLICA-EXCHANGE
MOLECULAR DYNAMICS WITH RIGID BODIES
Moskovskiy A.A., Vanovsky V.V., Konukhov S.S.,
Nemukhin A.V.

M.V.Lomonosov Moscow State University

The paper described an implementation of rigid body
molecular dynamics code. The software is capable to
conduct constant-temperature molecular dynamics, as asl
as global optimization heuristic procedure. The program
has been tested with simulations of bacteriorhodopsin,
villin dynamics, spherical water nanodroplets, as well as
conformations study for small water clusters and vi

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=368

OPTIMIZATION OF BASIS FUNCTION PARAMETERS
IN TERMS OF QUANTUM-CHEMICAL PROGRAMS
HYPERCHEM AND GAMESS

Belousov V.V., Yurova l.V., Ermakov ALl
Novomoskovsk institute of D.l.Mendeleev University of
Chemical Technology of Russia

Account of relaxation of orbitals in nonobservational
quantum-chemical calculations is based on obtaining of
optimum parameters of basis functions, used for design of
molecular orbitals.

For optimization process the methods of Nelder-Mid and
Rosenbrok are suggested. During a great number of
calculating of atoms and molecules of Group 2 elements
and hydrogen the described methods were approved.
Software implementation of optimization methods was
realized for quantum-chemical programs HyperChem and
Gamess.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=323
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THE REPORTS, WHICH ARE NOT INCLUDED IN THE BASIC SECTIONS

OUHAMUKA CUHTE3A ANOMNTO3-
ACCOLUMUPOBAHHbBIX BEJIKOB BAX U MCL-1 B
HEMPOCEKPETOPHOW CUCTEME MONOObIX U

CTAPLIX MbILLEN

BaxaHoBa E.[1., MaBnoB K.U., BotkuHa K.10.,
Benoctoukasn I'.B.

MHCTUTYT 3BOMOLIMOHHOM (OU3NONOrUn N1 BMoXMmMmm
um. N.M.CeueHoa PAH

C nomoLblo MMYHOMIOOPECLEHTHON peakummn nsydyeHa
3KCcrpeccus  aHTuanontotuyeckoro 6Genka Mcl-1 un
npoanontotuyeckoro 6enka Bax B cynpaonTuyeckom u
napaBeHTPUKYNAPHOM sigpax rmnotanamyca y crapbix U
MonoAblX MbILIeN, B CpaBHEHWM C YpPOBHEM amnontosa.
Ona aHanusa unsobpaxeHuid ncnonb3oBaHa nporpaMma
BugeoTecT-Mactep Mopdonorus 4.0. YcTaHoBReHo,
YTO NPUYMHOW BO3pacTaHms knetoyHomn rmnbenn HCK npu
cTapeHun aBnseTca aucbanaHc anonTo3-perynupyoLmx
6enkoB; MexaHn3Mbl perynauumn anonTtosa B U3yyYaeMbiX
sagpax MPUMEPHO OAWHAKOBbI Yy MOMOAbIX XMBOTHBIX,

OHAaKO pasnu4yaroTcsd Npu ctTapeHnmn
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=301

KOMMNbIOTEPHAA MPOrPAMMA
«3AHUMATENbHAA XUMUA»

CachoHoBa 3.P., AmaneeBa H., Komuccapos P.
CpepnHsisi 06wweobpasoBaTtenbHas wkona Ne165,

r.Kasanu
Poccuiickas obpa3oBaTenbHass  cuctema LUKOMbI
eXerogHo npeTeprneBaeT M3MeHeHusi. Hapsgy ¢

GoNbLUMMN BO3MOXHOCTAMWU MpU OBOyYeHUn y4yalmecs
CTanKMBalOTCsl TakkKe W C pPasfnuyHbIMA TPYAHOCTSIMU.
CerogHst B LUKOMe oOTAAeTcss MNpUOPUTET  BOMPOCY
npocunbHOro  06y4eHus, MNOMoOXWUTENbHOE pelleHne
KOTOpPOro 3aBUCWUT OT CO34aHUA COOTBETCTBYIOLLMX
ycriosuii B Nniobom 06Leobpa3oBaTeENbHOM YUpEXOEHNN.
O4yeHb BaXHO YCTAHOBWUTb COTPYOHUYECTBO MeEXay
negaroroMm M yyalwumucsi, UMEHHO OHO [OJDKHO CTaTb

rapaHTMe AN ycnewHoro U 3(dEKTUBHOIO
OOCTUXeHus1  obpasoBaTenbHbIX Lenen W 3apad.
Meparornyeckas npakTuka HeoAHOKpaTHO

noarveepXaana, 4YTo ToON1bKO COTPYAHUYECTBO NpMUBOAUT K
Pa3BUTUIO JTOTUKK pe6eHKa N PacCKpbITUKO ero TBOPYECKNX
CMOCOBHOCTEN. EOHbLuy}O nomMmoulb B 3TOM nepgaroram u

yvalmmMmca oKa3blBatOT KOMMbIOTEPHLIE TEXHONOTNU
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=334

DYNAMICS OF SYNTHESIS OF THE APOPTOSIS-
ASSOCIATED PROTEINS BAX AND MCL-1 IN
NEUROSECRETORY SYSTEM IN YOUNG AND OLD
MICE

Bazhanova E.D., Pavlov K.I., Botkina K.Yu.,
Belostotskaya G.B.

I.M.Sechenov Institute for Evolutional Physiology and
Biochemistry of Russian Academy of Sciences

Using immunofluorescence method we  studied
expression of antiapoptotic (Mcl-1) and proapoptotic (Bax)
proteins in supraoptical and paraventricular hypothalamic
nuclei in young and old mice, comparing apoptosis level.
We used VideoTest MasterMorphology 4.0 soft for image
analysis. We obtained the cause of high apoptosis level in
ageing was the misbalance of apoptosis-associated
proteins.  Furthermore, mechanisms of apoptosis
regulation are same in studied nuclei in young animals,
and various in old ones

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=301

SOFTWARE PACKAGE “AMUSING CHEMISTRY”

Safonova E.R., Yamaleyeva N., Komissarov R.
165 Kazan Secondary School

The Russian secondary school education system
changes annually. Along with wide opportunities for
educating, students face with various difficulties during
studying. Nowadays the priority problem is the profile
education, and solving of this problem depends on
creation of corresponding conditions for studying in any
school. It is extremely important to establish cooperation
between the teacher and the student; just this should be
the guarantee for successful and effective achievement of
education aims and goals. The educational work
confirmed repeatedly that only cooperation leads to
developing of child logics and revealing of his talents.
Computers and applied software greatly help teachers
and students in this cooperation

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=334
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HA NYTU K BUOrONOrPA®UYECKOA MEQULIMHE

Waaypu M.U.
LlenTtp Broronorpacumn

O TOM, YTO HYXHO NneunTb He GonesHb, a KOHKPETHOro
OONMbLHOro roBOpSIT BCE, Aaxe Meauku. YTo xe melsaeT
UM nepentn oT cnoB k pgeny? OTBeT npocT: ang
Nnony4yeHnss AOCTOBEPHON U MOMHOLEHHON WHbopmauum
O COCTOSIHUM LIEMOCTHOrO OpraHvama, MaumeHTy HY>XHO
NnoTpaTUTb MHOTO [JEHEr U BpPeMEHU - caenaTtb Kydy

aHaln3oB, «I'IOO6LIJ,aTbCH)> co MHOIMMm Y3KUMU
cneunanmnctamum n OsCJ'Ie,EI,OBaTbCﬂ C NOMOLLbIO
OTHOCUTESIbHO A0pPOrocToALnx WHCTPYMEHTalbHbIX

MeTOZOoB. DTO Janeko He Kaxgomy rno kapmaHy. Kakos

BbIX04 U3 3TOro NonoXXeHua?
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=375

AJANTALIUA IOHBIX CTOPTCMEHOB K HAYAIY
OBYYEHUA B OBLLUEOBPA30OBATEJIbHOW LLUKOJIE

MpockypskoBa J1.A.
KemepoBckuin rocyaapCTBEHHbIN YHUBEPCUTET

WccnenoBaHbl nokasateny qoyHKLUMOHANbHOTO COCTOSIHUS
opraHM3amMa  feTell,  3aHMMAKOLWMXCS  CMOPTUBHOM
rMMHaCTUKOW, B AuHaMuke nepsBoro yyebHoro roga B
obLieobpasoBaTenbHOi  LWKOME.  YCTAHOBMEHO, 4TO
coyeTaHMe  Hayana  LWKonbHOro  oByyeHuss ¢
WHTEHCUBHBLIMU (PU3NYECKUMU Harpy3kamu npuBoauT K
TOMY, YTO K cepeaiMHe NepBoi YETBEPTU Y MHOMUX IOHbIX
TMMHACcTOB pa3BMBAETCSl HamnpshkeHUe pPerynsiTopHbiX
MexaHu3MoB, U OTMevalTcs 6Gonee BbipaXeHHble
npu3Haku yTomneHus. K KoHUy nepBoro nonyrogus v
janee B TeyeHue y4ebHOro roga nNEPBOKMACCHUKY,
3aHMMaloLWMecs: CropTOM, XapaKTepU3YKTCA MEeHbLUUM
HanpsbkeHWeM CUCTEM BEreTaTMBHOW  perynsuum  u

NyyWwMMU  roKasaTensiMu  BHUMaHWS U CKOPOCTU
3pUTENIbHO-MOTOPHOTO  pearupoBaHusi, Yem  [eTu
KOHTPOMNbHOW  rpynnbl, 4YTO OTpaxaeT B  LENoMm

GnaronpuATHOE BMUAHWE CUCTEMATUYECKUX 3aHATUN
CMOPTOM Ha afanTauuio K NepBoMy rogy obGyyeHus B
wkone. MonyyeHHble pesynbTaTbl CBUOETENbCTBYIOT O
HeoGxoaMMocT  paspaboTkn  AuddepeHUMPOBaHHOIo
noaxoda K o6y4YeHMo NepBOKIIaCCHUKOB-CMOPTCMEHOB, a
Takke, MO BO3MOXHOCTU, CHWXEHUA  CMOPTUBHBLIX

Harpy3sok B nepBov 4YeTBepTH
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=137

HEADING TOWARD TO BIOHOLOGRAPHIC
MEDICINE

Shaduri M.I.

Bioholography Centre

The fact that particular patient should be treated instead
of the disease is broadly discussed by everyone,
including doctors. So, what does impede them to perform
the words in deed? The answer is very simple: for
obtaining reliable and value information about the entire
organism, the patient should spend a lot of money and
time for making a huge number of analyses, talking to a
number of particular specialists and being verified with the
help of relatively expensive methods. Not everybody
could afford this. So what is the way out?

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=375

ADAPTATION OF YOUNG SPORTSMEN TO THE
BEGINNING OF TRAINING IN A COMPREHENSIVE
SCHOOL

Proskuryakova L.A.

Kemerov State University

Parameters of a functional condition of an organism of
children engaged in sports gymnastics, in dynamics of the
first academic year in a comprehensive school are
investigated. It is established, that the combination of the
beginning of school training to intensive physical loadings
results to that to the middle of the first quarter at many
young gymnasts the pressure regulation mechanisms
develops, and more expressed attributes of exhaustion
are marked. By the end of the first half-year and further
within one academic year the first-graders engaged in
sports, are characterized by a smaller pressure of
systems of vegetative regulation and the best parameters
of attention and speed of visual - motor reaction, than
children of control group that reflects as a whole
beneficial effect of regular employment by sports on
adaptation to the first year of training at school. The
received results testify to necessity of development of the
differentiated approach to ftraining first-graders -
sportsmen, and also, whenever possible, decrease in
sports loadings in the first quarter

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=137
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SKAUCTEPOUODLI N UX BUONOIMMYECKAA
AKTUBHOCTb: ®U3UOJNTIOMMYECKUE OENCTBUA,
MOJNEKYNAPHbIE MEXAHU3MbI, KOMMNbKOTEPHbIE
MOLEINN N KO®AKTOPbLI (OB30P)

Tumocpee H.I.

Buo, KX

Okancreponapl camblii  pacnpoCTpaHeHHoe MU
MHOTOUYUCITEHHOE CEMEWCTBO CTEPOUOHbIX BELLECTB B
Ovocdepe, MexaHU3Mbl  MNPOSIBNEHUS  aKTUBHOCTU
KOTOPbIX OCTalTCs HesiCHbIMU. KoMnbloTepHble Modenu,
no3sonsisi genartb AOCTYMHble A4S MPOBEPKU OMNbITOM
npeackasaHusi, UMeT 3HauMTENbHBLIN NoTeHuuan Ans
BUPTYarnbHOro npocenBaHus NpOAYKTOB HOBOrO
XUMWYECKOrO CUHTEe3a C Uenbl npeaBapuUTenbHON
naeHTudunKaumm coeguHeHn ¢ hapmakonormyeckon,
WHCEKTULNAHON nunm npoTuBONapasnMTapHoOn

aKTUBHOCTbIO
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=365

CBETO-3BYKOBbIE BO3OENUCTBUAA,
®OPMUPYEMbIE HA OCHOBE BMOIMNOTEHLMAIIOB
MO3rA NAUMEHTA, BNEYEHUU CTPECC-
BbI3BAHHbLIX PACCTPOMCTB

®depotyeB A.U., BoHpapb A.T., CemeHoB B.C.,

CouH AT.

WHctutyT 6nodmankm knetku PAH

MpepctaeneHa KoHLenuus PE30HAHCHOro
Ovoynpaenennsi ¢ obpatHonm cesasbo (BOC) mo Q3T
OCHOBaHHasi Ha NCNonb3oBaHUK npoLeccoB
amnnMTygHon Moaynsaumu, pe30HaHCHbIX "
apantaumoHHblx O3l peakumn B npoueaypax BOC. B
oTnnyne oT TPaaNLUNOHHBLIX MeToa0B BOC,

npeanaraeMbii NOAXO4 MCMONb3yeT [AOMNONHUTENbHbIN
KOHTYp 0OpaTHOM CBA3W — YHUKamNbHbLIA  KOHTYP
PEe30HaHCHON CTUMYNALUMU C 4YacTOTOW OOMVHUPYHOLLIErO
y nauueHTa ys3Kko4yacToTHOro anbga-33I ocuunnaropa
ONS ero akTMBauun. JKCnepyMeHTanbHoe TECTUPOBaHNE
MeToga rfokasano, YTO NpOBOAMMblE  neyvebHble
npoueaypbl BbI3bIBAKOT SIBHblIE MNCUXOU3NONOrMYeCKme
achbhekTbl penakcaumoHHOro  Tvna, COMpOBOXAaeMble
3HaYUMbIM  YBENIMYEHWEM CAMOOLEHOK HAaCTPOEHUSI.
MpenctaBneH cos3gaBaembll B HacTosillee BpeMs
noptatmeBHbIi  nMpubop  “HelipopesoHaHc”,  KOTOpbIN
peanu3yeT OMUCaHHbIN MeTod, obnagaetr psgoMm
OOCTOMHCTB UM MOXET  HaWTu  MpUMEHEeHVWe B

peabnnMTaunoHHbIX MEPONPUATUSAX LLIMPOKOro Npoduns
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=355

ECDYSTEROIDS AND THEIR BIOLOGICAL ACTIVITY:
PHYSIOLOGICAL ACTIONS, MOLECULAR
MECHANISMS, COMPUTER MODELS AND
COFACTORS (REVIEW)

Timofeev N.P.

CF "BIO"

Ecdysteroids is the most common and numerous families
of the steroid substances in bio-sphere, but the
mechanism of their activity is not clear yet. Computer
simulating, allowing to obtain some forecasts that could
by examined experimentally, has a great potential for
virtual bolting of the new products of chemical synthesis
with the aim to identify preliminary the compounds with
pharmacological, insecticidal and antiparasitic activities.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=365

LIGHT-SOUND STIMULI, GENERATED ON THE BASE
OF PATIENT'S BRAIN BIOPOTENTIALS, IN THE
TREATMENT OF STRESS-INDUCED DISORDERS

Fedotchev A.l, Bondar A.T., Semenov V.S,
Soin A.G.

Institute of Cell Biophysics of Russian Academy of
Sciences

The method of resonance EEG biofeedback is presented
which is based on utilization of the processes of
amplitude modulation and resonance activation in the
EEG biofeedback paradigm. Unlike the traditional
methods, proposed approach uses additional feedback
contour, i.e. the contour of resonance stimulation with the
frequency of patient’s dominant alpha EEG oscillator for
its resonance activation. During experimental testing of
the described approach the pronounced relaxation-like
psychophysiological effects have been observed together
with significant enhancement of mood self-ratings. A
standalone device “Neuroresonance” is also presented. It
has a number of advantages to realize the resonance
EEG biofeedback method and could be effectively used in
different fields of rehabilitation and human functional state
correction

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=355

http://www.ivtn.ru
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PYHKUUOHAJIIbHAA XAPAKTEPUCTUKA TEHOB
BXOOALWMX B CUHTEHHBIE F'PYNNbI

DapaweB C.A., AbpameHko E.[., XKeHaBuyk O.®.,
Karanosa H.J1., HypytauHoBa A.C., CtecaHoB 0.3,
WapanoBa E.U.,

WHcTuTyT 0bwen reHeTunkn um. H.M.Basunosa PAH

fBneHve cuHTeHun ucnonb3yetcs B dunoreHeTvke. Ho
hOpMUPOBaAHNE  CUHTEHHbLIX T[PYMNMn  TFEHOB  MOXHO
06BACHNTBL ABOSIKO, Kak pe3dynbTaT AUBEpreHumMmn BuaoB 1
Kak cnepcrteve CTPYKTYPHO-(DYHKLMOHANBbHOM
opraHusaumm reHoma (CPOT). Wccneposanu Bknag
CoOrl. ina aTtoro aHanuavMpoBanu CUHTEHHbIE Tpynmnbl
(4enoBek-Mbllb)  Ha  Hanuune  PYHKUMOHANbHOro
CXOOCTBa Yy TEHOBO BXOASLMX B CUHTEHHYK rpynny.
Mokasanu, 4To GonblUasa YacTb CUHTEHHbIX rPYNn MOXeT

ObITb 06bsAcHeHa ncxoasa us COOrI .
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=303

FUNCTIONAL CHARACTERISTIC OF GENES
INCLUDED IN SYNTENIC GROUPS

Dadashev S.Ya., Abramenko E.D., Zhenavchuk O.F.,
Kaganova N.L., Nurutdinova A.S., Stefanov Y.E.,
Sharapova E.I.

V.l. Vavilov Institute of General Genetics of Russian
Academy of Sciences

The synteny is used in Phylogenetics. But the building-up
of the syntenic groups of genes may be explained in two
ways, as a result of divergence of species, and as a
consequence of structure and functional organization of
genome. The structure and functional organization was
researched by analyzing syntenic groups (human-mouse)
for functional analogy. As a result, the grater part of
syntenic groups could be explained using structure and
functional organization of genome

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=303
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NHOOPMALMUOHHO-BBIYUCJ/IUTEJ/IbBHBIE
TEXHOJIOT'UN B PYHIAMEHTAJIBHBIX U
HPUKJIAITHBIX ®U3UKO-MATEMATHYECKHUX
NCCIEJOBAHUSAX

COMPUTER APPLICATIONS IN FUNDAMENTAL
AND APPLIED PHYSICS

http://www.ivtn.ru
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CEKIMA 1

OBIIME IMTPOBJIEMBI U IEPCITEKTUBBI UCIIOJIb30BAHUS NTH®OPMALIMOHHBIX
U KOMIIBIOTEPHBIX TEXHOJIOT U B HAYKE

SECTION 1

GENERAL PROBLEMS AND PROSPECTS OF COMPUTER APPLICATIONS IN
SCIENCE

CBOWCTBA ANITOPUTMOB U MATEMATUYECKU
9KBUBAJEHTHbIE NPEOBPA30BAHUA
BoeBoguH B.B.

MHCTUTYT BbluMcMTENbHON MaTemaTtukn PAH

B coBpemMeHHOM Mupe  KOMMbHOTEPbI, OCOGEHHO
nepcoHarnbHble, HAaCTOMbKO LUMPOKO BHEAPUNNCH B HaLly
MOBCEOHEBHYIO XWU3Hb, HayKy M obpasoBaHue, 4TO WX
MCMonb3oBaHNe AaBHO YXXe CTano MPYBbIYHLIM U AaXe B
Kakow-To Mepe obbiaeHHbIM AenoM. TeM He MeHee, npu
pelieHun NbbIX 3a4ay, B TOM YMCre caMbiX MPOCTbIX, B
KOMMblOTEpax peanusyroTCs OYeHb COXHble MpoLEecChl.
OHM HacTonbKO TPYAHbl ONsi NOHMMaHWUs, YTO PSIJOBON
nonb3oBaTenb Aaxe He MbiTaeTcsl B HUX pasobpartbes.
He Bcerma B  HuMX nerko  pasbupaTtbca
MOAroTOBNEHHOMY  cneumwanucty. K Tomy  xe,
nporpaMmHas cpepa, B KOTOpoW npuxoauTcs paboTats,
Kak npaswurno, BecbMa ApyxentobHa 1 HacToMbKo yAayHo
MackupyeT npoucxogsiumMe B KOMMbiOTEPe MpoLecchl,
YTO MbICAIM O HeobXOAUMOCTM UX u3y4aTb U He

NnoABIAKTCA
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=350

AHAIN3 NCNONb30BAHUA NPUKINAOHBLIX
NMPOrPAMM B OBYYEHUU CTYOEHTOB
MULLWHOCTPOUTENbHbLIX CNELUUANBHOCTEN
BanakuHa H.A.

Hwxxeropoackuin rocyaapCTBEHHbIN TEXHUYECKUI
yHUBEpPCUTET

CraTbsa noceseHa npuKnagHbIim nporpammam,
pa3paboTaHHbIM Ha kadpegpax HITY pgna obydeHus

CTYAEHTOB  MAaLUMHOCTPOUTENbHBIX  CheuuanbHOCTEN.
MoppobHo npeAcTaBneHb nporpamMma
aBTOMaTU3MPOBAHHOIO NPOEKTUPOBaHUS
WHCTpyMeHTanbHblx 6rokoB (TOOL) w nporpamma

pacyeta pabotocnocobHocTn wnuHaens (Shpindel).

PaspaboTka  npuknagHelx  NporpaMm  OcTaeTcs
aKTyanbHOW, Tak Kak MoMoraeT OpPWEHTMPOBAaTb
CTYOEHTOB Ha HayyHo-UCCreaoBaTenbekylo  paGoTy,
nossonsieT co3gatb 3KCNepUMEHTarbHbI "

TeopeTnyeckuin 3aaen, HeobxoauMbI AN NPOAOIMHKEHUS

Hay4yHOW OesATenbHOCTU
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=315

ALGORITHM’S FEATURES AND MATHEMATICALLY
EQUIVALENT TRANSFORMATIONS

Voevodin V.V.

Institute of Numerical Mathematics

Nowadays, computers and especially PC’s have took root
in our everyday life, science and education so much that
using them became wusual and even ordinary.
Nevertheless, during solving different problems, including
the most simple, processes take place in computer could
be very complex. These processes are so difficult to
understand that average user doesn’t even try to realize
them. Even technicians sometimes couldn’t clear up
emerged problems. Moreover the software environment is
usually friendly and disguises the processes taking place
in computer that you don’t even have an idea to
understand the process.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=350

THE ANALYSIS OF USE OF THE APPLIED
PROGRAMS IN TRAINING THE STUDENTS OF
MACHINEBUILDING SPECIALITIES

Balakina N.A.

Nizhny Novgorod State Technical University

The article deals with the applied software developed on
faculties NGTU for training of the students of machine-
building specialities. Are detailed submitted the program
of the automated designing of tool blocks ITOOL| and
program of account of a spindle serviceability IShpindel | .
The development of the applied programs remains
urgent, as helps to focus the students on research work,
allows to create some experimental and theoretical has
touched, necessary for continuation of scientific activity

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=315
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NCNOoNb30OBAHUE MHOPOPMALIMOHHbIX
TEXHONOIMUM B NPOEKTHON OEATENBLHOCTU
YYALLUXCA

fAkoBeHko T.B.

CpepnHsisi o6weobpasoBaTtenbHas wkona Ne165,
r.Kasanu

MNeparornyeckut ausanH HeoTbemMnemas 4acTb noodon
nefarormyeckon TEXHOMOrUW, SIBMSISICb  NpoLeaypHbIM
MexaHu3MoM, Gnarogaps KOTOpoMy aTa rnegarormyeckast
TEXHOMNMOrMsl AOXOAWUT [0 pearnbHOro MpUMEHeHus B
y4yebHo-BocnmMTaTensHoM npouecce. LLupokoe none ans
TBOpYECTBa MEOaroroB SfeKTUBHble Kypcbl. B Takux
Kypcax OTCYTCTBYEeT OLEeHOYHasi cucteMa. PewmTb aTy
npobnemMy no3BONSET MPOEKTHbI METOA B CcoYeTaHue C
WH(OPMALMOHHBIMIN TexHonorusMu. Kypc HEeBO3MOXHO
NpoBecT! B CTaHOAPTHbIX YCMOBWUSX, He npuberas K
NMOMOLUM  MHPOPMALIMOHHBIM  CpeacTBaM  0byyeHus,
No3BOSSIOLLEr0 COKpaTUTbL BpeMsi, caenatb MaTepuan

APKUM, HarnagHbIM
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=360

USING OF IT IN STUDENT’S PROJECT ACTIVITY

Yakovenko T.V.
165 Kazan Secondary School

Pedagogical design is an essential part of any
educational technology, it is procedure mechanism, with
the help of which, and educational technology could de
really applied in teaching and educational process.
Elective courses are a wide field for teacher’s creative
work. Thus courses avoid marking system. For solving
this problem there is a project method coupled with IT.
Course could not be carried in standard conditions,
without help of IT resources for educating, allowing to cut
down the time, and to make materials more vivid and
understandable.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=360
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CEKIIMA 2

KOMIIBIOTEPHBIE BBIYNCJIEHUSA, UX OPI'TAHU3ALUSA (CETU U TAPAJIVIEJIBHBIE
BBIYUCJIEHUSA)

SECTION 2

COMPUTING AND COMPUTING MANAGEMENT (NETWORKS AND PARALLEL
COMPUTATION)

MHOIOMEPHOE BPALLEHUE AKOBU ONA
OUWATOHANMU3ALUUU KONEBATEJNIBHOIO
FAMUNbTOHUAHA NPOTAXXEHHOW
MONEKYNAPHOW CPE[bI B PEXXUME
NAPANNENBbHbIX BbIYMUCNEHUA
OemeHTbEB B.A.

VIHCTUTYT reoXvMmnm 1 aHanmMTU4eCckom Xnmmm
mm. B./.BepHagckoro PAH

MokasaHo, 4YTO ANA BbIMUCMEHUS YacToT U opM Mpwu
peweHun 3agaunm O KonebaTemnbHbIX  COCTOSHUAX
MPOTSHKEHHON  MONeKynspHoW  cpedbl  Haunbonee
noaxogswymM sABfnseTcAa MeTod BpaweHun  Axkobu.
OpHako aTa npouegypa SABNSETCA OYeHb MEANeHHON.
Ona ee  ycKOpeHVsl  NpPeasioXeHO  OTbICKMBATb
opToroHaneHoe npeobpas3oBaHWe He OJHOMEpHOro, a
MHOrOMEpPHOro BpaLLeHWNs NPy MakcMarnbHO BO3MOXHOW
ero mepHoctu. OnmcaHa meToauka pacnapannenuBaHns
NPeanoXeHHOro anroputMa W ee peanusauus Ha

cynepkomMnbioTepe MBC-1000
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=336

MHCTPYMEHTANbHbIE CPEACTBA BbIABIEHUA
NAPANNENMN3MA

CredaHoB K.C.

HayuHo-nccnepgoBaTenbCkuii BbIMUCIINTENbHBIA LEHTP
MOCKOBCKOIO rOCy4apCTBEHHOrO yHMBepcuTeTa
um.M.B.JTomoHocosa (HVBL, MIY)

B poknage onvcbiBaeTcsl aBTOHOMHAsA cucTemMa aHanuaa
CTPYKTYpbl NporpamMM. [aHHas cucTema opueHTUpoBaHa
Ha aganTauuilo nocrnegoBaTefibHbIX MporpamM  Ans
UCMOMHEHNA Ha  napannenbHbIX  BblYUCIUTESbHBIX

cucremMax
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=361

KOMNbLIOTEPHbLIE BbIYUCITEHUA
BoeBoguH B.B.

MocKoBCKMIN rOCyAapCTBEHHbIN YHUBEPCUTET
um. M.B.JTomoHocoBa

3agaya aTOM  cekuMm —  obcyauTb  HOBble
TEXHOMOrMYeckne 3nemMeHTbl Lenu, yaadHble npumepsl
pelleHNs1  BbIYMCIIUTENBHO  CROXHbLIX  3adadv, OonbIT

McnoJsib3oBaHNA HOBbIX BbIYUCITUTENIbHBIX PEeCypCoB WU
opraHun3auunn BblHMUCNUTENbHBIX CEepBUCOB, T.e. BCe TO,
4YTO [JenaeTt KoMnblTep He TOJIbKO MOLWHbIM, HO U

yAOBHBLIM UHCTPYMEHTOM. [1o BCTpeUn Ha KoHdepeHUmm
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=371

MULTIDIMENSIONAL JACOBY ROTATION METHOD
OF DIAGONALIZATION OF VIBRATIONAL
GAMILTONIAN OF LARGE IRREGULAR MOLECULAR
SPACE WITH PARALLEL CALCULATIONS

Dementiev V.A.
V.l.Vernadsky Institute of Geochemistry and Analytical
Chemistry of Russian Academy of Sciences

Jacoby rotation method of calculation of eigenvalues and
eigenvectors of vibrational gamiltonian is suitable in the
case of large irregular molecular spaces. But it is very
slow method. In the paper it is proposed multidimensional
rotation method as a fast clone of Jacoby plane rotation
method. Pointed out a way of transformation of new
method for using in regime of parallel calculations

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=336

TOOL FOR PARALLELISM DISCOVERING

Stefanov C.S.
Researh Computing Center of the M.V.Lomonosov
Moscow State University

In the paper an autonomous system for analysis of
information structure of programs is described. The
system is intended for adaptation of sequential programs
for running on parallel computing systems

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=361

COMPUTER CALCULATIONS
Voevodin V.V.
M.V.Lomonosov Moscow State University

The aim of this section is to discuss new technological
elements, successful examples of solving complex
calculating problems, experience of using new recourses
and calculating services; in other words everything that
make computer not only powerful but also a convenient
tool. See you in the conference

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=371
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METOAbl 3KCNEPTHOW OLIEHKU KAYECTBA
PACNAPANNENUBAHUA NMPOrPAMMHbBIX
KOMMJIEKCOB

®ponos A.B.

WHCTUTYT BbluMcnuTensHon matematumkn PAH

Mpy npakTuyeckoM pacnapannenuBaHuy NporpammHbIX
KOMMMIEKCOB BaXHbIM OKa3blBaeTCA BOMPOC, HACKOJSIbKO
Ka4yeCTBEHHO Obino BbIMOSHEHO 31O camo
pacnapannenueBaHue, U HacKomnbko OnM3Ko MonyvyeHHoe
Ha  KOHKPETHOW  napannefbHOM  BblYUCIIMTENbHON
CUCTEME YCKOPEHWE K TEOPETUYECKM BO3MOXHOMY. B
[aHHOM [Joknaje npeanaraetcsl HOBbIA  Moaxod K

nonyyeHunto uundp TeopeTn4ecknx npepenos
pacnapannenusaHuda. [ogxon  anpobupoBaH  npwu
BbINOMHEHNWN pacnapanfienuBaHus Ha apxXuTekType

KnactepHoro Tuna,

knactepe IBM PAH
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=373

npu nposegeHnn pacyeToB Ha

METHODS OF EXPERT APPRAISAL OF QUALITY OF
SOFTWARE PARALLELING

Frolov A.V.
Institute of Numerical Mathematics

During the software paralleling in practice the following
question is found to be very important. To what extend of
quality the paralleling itself was made, and to what extend
the acceleration obtained with certain parallel software is
closed to the theoretical one? The present report
proposes the new approach how to obtain the numbers of
theoretical limits of paralleling. The approach was
approved by paralleling on cluster architecture, during the
calculations made on the cluster of Institute of Numerical
Mathematics of Russian Academy of Sciences

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=373

http://www.ivtn.ru
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CEKIIMA 3

MOIEJNPOBAHUE, YNCJIEHHBIE SKCIIEPUMEHTbBI

SECTION 3

COMPUTER SIMULATION

OUHAMUKA BYPUINbHOW KONMOHHBI MPU
PACLUMPEHUY NUNOTHOW CKBAXWUHbI

Xakumos A.T.

MHCTUTYT MexaHukun Ydumckoro HayyuHoro LieHTpa PAH

HaknoHHo—HanpasneHHoe 6ypeHve LUMPOKO
npumMeHsieTcs npu cTpouTenbcTBe NoABOAHbIX
nepexodoB TpybonpoBOAOB Yepe3 eCTeCTBEHHble W
NCKycCTBEHHble nperpagbl. OpgHon u3 npobnem npwu
paclMpeHUn MUNOTHOM CKBaXMHbI SBNSIETCA  CHOM
OypunbHOn  Tpybbl M paspyweHue  3abONHOro
nHCTpymeHTa. PaccmatpusaeTtca AuMHamuka OypunbHoOWM
KOMOHHbI B HAKMOHHO HarpaBfeHHOW CKBaXWHe npwu
NMPOBEAEHUN TEXHONOrMYeckoro npoLecca pacluMpeHus
MUNOTHOM CKBaXMWHbl. Takas 3agaya BO3HUKaeT npwu
oLeHke pecypca paboTbl GypunbHbIX Tpyd Mo Teopuum
ManoumknoBon ycTtanoctu. [onyyeHHass meToauka W
nporpamma pacuyeTta nossonsieT NpoBOAUTb
MoJenupoBaHue TEXHOMOrM4YecKoro npouecca
pacLMpeHns NUIOTHOW CKBaXXMHbI U NMPOBOAUTL pacyeThbl
ONs pasnuuHbIX  3HAYeHUM NfoTHOCcTeW  OypoBOro
pacTsopa, koadduumeHTa TPEHNA CKONBXKEHNS KOMOHHbI
O CTEHKW CKBaXWHbI, NapameTpoB Npoduns CKBaXWHbl U
TEXHUYECKON KOMOHHbI W YCUNWS, MPUKNaAbIBaemMoro B

YCTb€ CKBaXXWUHbI
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=321

HAHOYACTULbI KPEMHUA-YIMEPOO-BOAOPON
CO CTPYKTYPOW ANIMA3OUIA

CBeuHukoB A.B.

Poccwuiicknin HayuHbIv LeHTp "KypyaTosckun WHCTUTyT"

Ha ocHoBaHum ab initio pacyeToB cpenaH BbiBog 00
YCTOMYMBOCTM HaHOYacCTWL, CO CTPYKTypoW anmasounga,
obpas3oBaHHbIX aToMaMu  yrnepoga W KPEMHUS.
McecnenoBaHsbl aHepreTnyeckme napameTpebl,
XapakTepusylolme  Npouecc  UCMapeHusi  aToMOB
BoAopoda C MNOBEpXHOCTM anmMasoumga. PaccmoTpeH
BOMPOC O BO3MOXHOCTW UCMOMb30BAHNUS NUCCIe00BaHHbIX
HaHOYacTUL, B Ka4yecTBE MWCTOYHMKOB BOOOPOLHOMO

TOonMmBa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=309

DYNAMIC OF THE DRILLING SHAFT, DURING THE
REAMING OF THE PILOT BOREHOLE

Khakimov A.G.

Institute of Mechanics of the Ufa Branch of Russian
Academy of Sciences

Deviating drilling is widely used during building
underwater transition of pipe duct through natural and
artificial obstruction. One of the problems during the
reaming of the pilot borehole is the destruction of drill pipe
and bottomhole tools. We examine dynamic of the drilling
shaft in deviating borehole during the reaming of the pilot
borehole. This problem appears by estimating of
resources of drill pipe according to the theory of low-cycle
fatigue. The result methodic and calculating program
allows us simulate the process of the reaming of the pilot
borehole and perform calculations for different
magnitudes of drilling agent density, constant of sliding
friction between drilling shaft and borehole sides,
parameters of borehole profile, and exertion applied in
borehole collar

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=321

SILICON-CARBON-HYDROGEN NANOPARTICLES
WITH THE DIAMOND STRUCTURE

Svechnikov A.B.

The Russian Research Centre Kurchatov Institute

The results of ab initio investigation have clearly shown
the stability of nanoparticles with the diamond structure
formed by silicon and carbon atoms. The values of
activation energies and heat balance were calculated for
the process of hydrogen evaporation from the surface of
Si-C-H nanoparticle. The most effective application of the
nanoparticles could be their usage as hydrogen fuel cells

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=309
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K MOOENTMPOBAHUIO PABOThI
BUOJIONMYECKOIO HACOCA

XakumoB A.l"., CanmaH C.A.

MHCTUTYT MexaHukun Ydumckoro Hay4vHoro LieHTpa PAH

PaccmatpuBatoTcs  ctatMdeckass WM AMHaMU4eckast
Moaenb GMonorm4yeckoro Hacoca C LIENbI HaxoXaeHus
onpeaensiowmnx 3aBUCUMOCTEN, XapakTepusylLnMxX €ero
paboTty. B cTaTtudeckoit MOAENN He Yy4UTLIBAKOTCS CUTbI
WMHepUMM XMOKOCTM U maTepuana obonoukn. B
npocTenwen anHaMmmyeckon mogenu 6Guonornyeckoro
Hacoca TaKkke He Yy4YMTbIBAOTCH CUSbl MHEPLIUU XXUOKOCTH
M matepuana ob6ONMoOYKM a [OBWKEHUE  XKMOKOCTU
onpeaensieTca nepenagamMu gaBfeHuW B nonocTsax. B
NpOCTON AUHAMUYECKOW MOAenn BGMONornyeckoro Hacoca
TaKkke He YYUTbIBAOTCA CUIbl WHEPUMM XKUOKOCTU U
OBWXKXEHUE  XMOKOCTU  onpejensieTcs  nepenagamu
[aBneHun B nonoctsix. [ns MHTErpMpoBaHust ypaBHEHNIA
OBWXEHUA O00OMNOYKM NPUMEHSETCA MEeTo KOHEYHbIX
pasHocTen Tuna YunkuHca. B nonHon guHamuuveckom
Mogenu OuonorMyeckoro Hacoca YYUThIBAKOTCA CUIb
WHEpLUMM KMOKOCTU U 3neMeHToB obonodkn [ns
WHTErPUPOBaHUS YpaBHEHWUN [OBWXEHUs 006onovkn wu
XWOKOCTU MNPUMEHSIETCS MeTOL, KOHEYHbIX pasHoCTen

TMna YunkuHca
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=322

ANrOPUTM BbIYUCNEHUS ®PAKTAIIbHOW
PA3SMEPHOCTH

CmupHos B.B.

Buicknin TeXHONOrMYECKUIN NHCTUTYT

Pa3paboTaHHbI anropuTM BbIYUCIIEHUS (opaKTarnbHOWM
pa3mepHoCTM 6asmpyeTcs Ha KIEeTOYHOM MeToAe W
apdbekTMBEH ANs  ppakTanbHbIX rpaHUL, 3adaHHbIX
AByMepHon rpadudeckon matpuuen. CootseTcTByloLLas
KOMMNblOTEPHasa nporpaMmMa peanu3oBaHa cpeacTsamu
CUCTEMBI Maple. MorpeLwwHocTb BblYUCIIEHUA
pa3mMepHOCTH npu paccMOTPeHuM HEeKOTOPbIX
Krnaccuyeckmx pakTanoB C MCMOSb30BaHWEM OAHHON
nporpammbl HaxoguTcst B npegenax 3 %. NonyveHHble
pe3ynbTaTbl MO3BOMSAKT CyAUTb 06 aAekBaTHOCTU
anropuTMa Ans aHanu3a Npou3BOSbHBIX (paKTanbHbIX

rpaHuL Ha nNfiockoCcTn
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=346

3A0AYM AKYCTUYECKOW 9KONOIrMn rorofA
MaxopTbix C.A.
WHCTUTYT MaTemaTtuyeckux npobnem 6uonorun PAH

MoBbIlWEHHbIE YPOBHM LWyMa W BUGpPaUUM SIBMSOTCS
BaXHbIMM 3KOMNorMyeckumy npobnemamu Ans ropoaa.
Hanuune MHOrooGpasHbIX WHTEHCUMBHBIX WCTOYHWUKOB
(TpaHCMopT, CTpPOUTENbHbIE MEXaHU3Mbl) MPUBOAMUT K
aKyCTUYECKOMY 3arpsi3HeHU0 cpegbl U HeoGXoAMMOCTH
KOHTpONMpoBaTb ee cocTosiHWe. B foknage npueoasTcs
OCHOBHblE 33JayM aKyCTUYECKOW 3KOMOrMM U MeTodbl
OLIEHKW COCTOSIHUSI Cpefibl U BO3MOXHble CMOCOGbI ero

HOpManuaauuu. npe,ﬂ,CTaBﬂeHHaﬂ MeToanka
npoTtecTtnupoBaHa B pacyeTax Ha MockoBckom
MeTpononnTeHe

http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=329

FOR SIMULATING OF BIOLOGICAL PUMP
OPERATING

Khakimov A.G., Salman S.A.

Institute of Mechanics of the Ufa's Scientific Center of
Russian Academy of Sciences

The static and dynamic models of biological pump are
considered, aiming to find the dependences that
characterize its operating. The static model avoids inertia
forces of liquid and envelope material. The simplest
dynamic model of biological pump also avoids inertia
forces of liquid and envelope material, and the flow
determined by pressure differences in cavities. For
integration of envelope motion equation we've used
Wilkins finite differences method. In complete dynamic
model inertia forces of liquid and envelope material are
considered. For integration of envelope and fluid motion
equations Wilkins finite differences method was also
used.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=322

ALGORITHMIC CALCULATION OF FRACTAL
DIMENSION

Smirnov V.V.

Biysk Tehnological Institute

On the basis of a cellular method the algorithm of
calculation of fractal dimension is developed. The
algorithm is effective for borders of fractals which are set
by a two-dimension graphic matrix. The corresponding
computer program is realized by means of system Maple.
The error of calculation of dimension for some classical
fractals is within the limits of 3 %. The received results
allow to judge of adequacy of algorithm for the analysis of
any fractals on a plane

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=346

ACOUSTICS ECOLOGY PROBLEMS OF THE CITY
Makhortikh S.A.

Institute of Mathematical Problems of Biology Russian
Academy of Sciences

The raised noise levels and vibrations are the important
environmental problems for the city. Presence of diverse
intensive sources (transport, building mechanisms) leads
to acoustic pollution of environment and necessity to
supervise its condition. In the report the primary goals of
acoustic ecology and methods of an environment
condition estimation and possible ways of its
normalization are resulted. The presented technique is
tested in calculations on Moscow underground railways

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=329
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MCNONb30OBAHUE BT-METOLOB INMPU
MCCNEOQOBAHUAX NAPANPOBOOUMOCTH
MOHOKPUCTAINNOB YBACUO B YCNOBUAX
NMPUNOXEHUA BbICOKOIO AABJIEHUA

Bosk P.B., O6oneHckuin M.A., BoHaapeHko A.B.,
CamomnoB A.B.

XapbKOBCKUI HaUMOHanbHbIN YHUBEPCUTET

um B.H.KapasuHa

B pabote nccneaoBaHo BNusiHWE BbICOKOTO
rmgpoctatudeckoro paeneHusa po 14 kbap Ha
GNYKTyaLNOHHYHO NpPOBOAUMOCTb COBEpLUEHHbIX
MoHokpucTannos  YBaCuO. AHanua  pgaHHbIX C
npumeHeHnem metoga MHK nokasan, uyto 3D-2D
KPOCCOBEP XOpOLUO  OMUCLIBAETCSt  TEOPEeTUYHECKUMMU
MoZensamu,  MpeanonaralwyMy  HU3KYK  CTeneHb
AedeKkTHOCTN CTPYKTYpbl uccnegyembix  obpasuoB U1
no3BoNun MAEHTUPUUMPOBATL parnuyHble PEeXMMbl Ha
KaXaoM TemnepaTypHOM WHTepBarne CyLlleCTBOBaHUA
obnactv nyKTyaumMoHHOW npoBoaMMOocTU. [lonyyeHbl
3Ha4YeHUs AMUHbI KOTEPEHTHOCTU MeprneHanKynsipHo ab-

NoCKoCcTn [C(O) B UHTEpBarne npunoXeHHbIX AaBneHnn
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=378

ONPEAOENEHUE PASMEPHOCTU
CBEPXMNPOBOJSALLEN ®NYKTYALMOHHOMN
NOACUCTEMblI MOHOKPUCTAIIOB YBa,Cu307..C
NPUMECAMU ANIOMUHUA U NTPASEOOUMA
METOAOOM MHK

Bogek P.B., O6oneHckun M.A., BoHaapeHko A.B.,
MNynatuc U.J1.

XapbKOBCKWIA HaLMOHanNbHbIA YHUBEPCUTET

um B.H.KapasnHa

B paboTte uccneposaHa crykTyaLuoHHasi NpoBOAUMOCTb
onTUManbHo O0NUPOBaHHbIX KMCMOpPOAOM
MoHokpucTtannos YBa,Cuz AlyO7.x 1 YiPr,BaCuzO7
MpumeHeHne BT-meTonoB 1, B YacTHocTu metoga MHK ¢
NCMONb30BaHWEM B KayeCTBe NOArOHOYHLIX MapameTpoB
ONVHBbI  KOTEPEHTHOCTM B HamnpaBrfieHun  C-OCW,
KPUTMYECKOW TemnepaTypbl U XapakTepHOro pasmepa
OBYMEPHOro Cros, no3Bonuiio onpenenvTb 3HavyeHus B
Touke 2D-3D kpoccoBepa W maeHTUMUMpoBaTb
pasnuuHble pexunMbl NYKTYaUMOHHON MPOBOAMMOCTH.
TemnepaTypHas 3aBUCUMOCTb drykTyaunoHHon
napanpoBoaMMOCT  Hauboree  yAOBNETBOPUTENBHO
ONUCLIBAETCS B  paMKax TeopeTUdeckoh  Moaenu
JlopeHua-[oHnaxa. lokasaHo, 4Tto npumecn Al un Pr
ABNAOTCA  9PMPEKTUBHBIMM  LEHTpPaMM  paccesHus

HOpMaribHbIX U PAYKTYaLMOHHbLIX HOCUTENEN
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=377

USING OF IT-METHODS FOR RESEARCHES OF
PARACONDUCTIVITY YBACUO SINGLE CRYSTALS
UNDER HIGH PRESSURE

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

The effects of high hydrostatical pressure up to 14 kbar
on mode of the fluctuation conductivity of perfect YBaCuO
single crystals are investigated. The data analysis by
MMS method shown that 3D-2D crossover is satisfactory
described by theoretical models supposing the low defect
structure of the development type. Different modes of
fluctuation conductivity on the respective temperature
intervals are discerned. The values of coherent length
[1c(0) in ab-planes for all interval applied pressures are
got

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=378

DETERMINATION OF DIMENSION OF

SUPERCONDUCTIVITY FLUCTUATION SUBSYSTEM
YBa;Cu307.x SINGLE CRYSTALS WITH ADMIXTURES
OF ALUMINIUM AND PAZEODIMA BY MMS METHOD

Vovk R.V., Obolenskii M.A., Bondarenko A.V.,
Goulatis I.L.
V.N.Karazin Kharkov National University

In present work the conductivity of YBa,Cus,Al,O7.x ©
Y1-Pr.Ba,CuzO7« single crystals in the normal and
superconductivity state are investigated. Application of
MMS-method method by using of coherent length, critical
temperature and characteristic size of two-dimensional
layer as the fitting parameters allowed to define values in
the point of 2D-3D crossover and to identify different
regimes of fluctuation conductivity. It is shown that
paraconductivity satisfactory described by Lawrence-
Doniach model.. The Al and Pr admixtures are the
effective scattering centers of normal and fluctuation
carriers

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=377
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KOMMJEKC NPOrPAMM RADIOCHROM-E ANA
MOOENNPOBAHUA U ONTUMU3ALINU
OKCTPAKLIMOHHO-XPOMATOIPA®UNYECKUX
NMPOLIECCOB PA3ENIEHNA PAOUOHYKNNOOB
TpexoHuH C.B.

$epnepanbHoe rocyaapcTBeHHOE YHUTapHoe
npegnpusatue "ML P® HAN AtomHbix PeakTtopos”

OnuckiBaeTca nporpaMmmHbin komnrnekc RadioChrom-E,
npegHasHayYeHHbINn ANs MOAENMpPoBaHMS U ONTMMM3aLun

npenapaTMBHOro pasaeneHus pPaOVoHYKNUAOB.,
OCYLLECTBNAEMOro MeToaoM SKCTPaKLMOHHOW
xpomatorpacomn.  Komnnekc  npepgHasHayeH — Ans

ncnosib3oBaHnAa B

Windows 9X/NT/XP.
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=304

cpede onepaumoHHOM  CUCTEMbI

MOOENNPOBAHUE 3ABUCUMOCTHU
OBHAPY>XXUBAEMOW NUOAPOM KOHLIEHTPALIUU
NO2 KAK ®YHKLUUU OANTbHOCTU

CrapukoB B.H., UcaueHkoB ®.H.

MwuyypuHCKMIN rocyaapCTBEHHbBIN Negarornyeckuin
WHCTUTYT

Mbl oumdppoanu koopauHaTbl 77 3MMUPUYECKUX TOYEK
rpadpmka Opnosa [.A. [1, ¢.198, puc. 2.12] 3aBnucumocTtn
nogpora OGHapy>XeHUs nMaapom KOHLUeHTpauum ¢ (B 10"
M~) raza NO2 kak dyHkumo ganbHocT R (B M),
onpegensiemoin no dopmyne Ri= 361,15+ 14,978(i-1),
roe i=1,2,3,....,77 — Homep TOo4kn.  OnbITHblE
KOHLEHTpaummn ¢, npeAcTaBrneHHble Ha rpadwvke ansa 77
3KCMepMeHTarnbHbIX ToYek mMogenvpoBanuce OproBbIM
O.A. nUHeHON MOAENbI0 TEOPETUHECKMUX KOHLEHTpauui
k", onpegensemMbix HaMK 3-NapameTpUUEcKON NIMHERHON
mogenbilo no  dopmyne k' = 0,003876275

(361,15+14,978(i-1)- 1,325), pawwen MUHUMAanNbHYO
CYMMy  KBagpaTOB  OTKMOHEHWA  OT  OMbITHbIX
KOHLUEHTpauuit ¢, paBHylo X '=(c - k")Y=

8,59867126-1036 M'G.O,qHaKo ONbITHbIE KOHLEHTpaUMK Ci
nyywe BCEro  anmnpoKCMMUPOBANUCb  HENUHENHON
3KCMOHEeHUManbHo-cuHycongansHon mogensto LWmuara
B.M. [2, c. 64], onpemensemoir no dopmyne ki'=
a(361,15+14,978(i-1))- h +exp(b(d-(361,15+14,978(i-1))))
sin(r(361,15+ 14,978(i-1))°), a= 0,002753075, b=
0,000803105, d = -627,33, g=2,734955, h=0,23096,
r=0,000000000921035. MnHumanbHas cymma KBaapaToB
OTKMOHEHWUIA ONbITHLIX KOHLEHTPALMA C; OT MOAEMNbHbIX

k" 6bina pasHa 3,98375852:10% m®.
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=326

PROGRAM SYSTEM RADIOCHROM-E INTENDED FOR
SIMULATING AND OPTIMIZATION OF EXTRACTION
CHROMATOGRAPHIC PROCESSES OF
RADIONUCLIDE DECAY

Trekhonin S.V.

Federal State Unitary Enterprise "State Scientific Centre
of The Russian Federation Research Institute of Atomic
Reactors"

Program system RadioChrom-E intended for simulating
and optimization of preparative separation of radionuclide,
using methods of extraction chromatography. The system
is compatible with Windows 9X/NT/XP.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=304

MODELING OF THE LIDAR DETECTING NO2-
CONCENTRATIOB AS A FUNCTION OF DISTANCE

Starikov V.N., Isachenkov F.N.
Michurinsk State Pedagogical Institute

77 experimental points of grafh of the lidar detecting
NO2- concentration ¢; (B 10" ) as a function of distance
Ri= 361,15+ 14,978(i-1) (meters) are approximated by
model k"=  a(361,15+14,978(-1))- h  +exp(b(c-
(361,15+14,978(i-1)))) sin(r(361,15+ 14,978(i-1))%), a=
0,002753075, b= 0,000803105, d = -627,33, g=2,734955,
h=0,23096, r=0,000000000921035., i- number of point.
Least sum squares of deviations between model and
experimental points equal 3,98375852:10% m*®. Best 3-
parametric linear model give least sum squares of
deviations 8,59867126-10°° m*®

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=326

http://www.ivtn.ru
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COBPEMEHHbIE NPOBJNNIEMbl MATEMATUYECKOI'O
MOOENUPOBAHUA

YeTBepywkuH B.H.

MHCTUTYT MaTemaTuyeckoro mogenuposaHus PAH

MaTemaTuyeckoe Mo enupoBaHne ABNsieTCs
3 heKTUBHBIM CpeacTBoMm nceneaoBaHus,
Nno3BonslLLMM, He npuberas K HEMNOCPeLCTBEHHOMY
N3y4YeHUto obbekTa, nonyynTb WHTEPECYHIOLLYIO
WMHcOpMaLMI0 O ero CBOMCTBax M NoBeAeHUM B TOW Unn
WHOM cutyauuu. MeTopgonorunyeckyto OCHOBY
MaTeMaTMYeCKOro MOAENMPOBaHUSA COCTaBMSIET yAayHO
cchopmynumpoBaHHast akagemukom A.A.  Camapckum
Tpuaga «mopenb-anroputM-nporpammar. MNpu aTom Bce
e KOMMOHEHTbI Tpuagpl paccmaTpuBarTCs
HepasgenbHo: MaTeMaTudeckas Mopenb, C  OgHoW
CTOPOHbI, afeKBaTHO oOnucbiBawoWas nMnpoulecc, a ¢
Opyron, [onyckawwas peanu3auumio € MOMOLLbH
CyLlecTBytOLLEN BbIYMCIUTENBHOM TEXHUKU;
3P PEKTMBHBIN YACNEHHbIN anNnropuTM, NO3BOMSAIOLWMIA Ha
OCHOBE MOAENV NPOBECTU Ha OOCTYMHbIX KOMMbOTEPax
pacyeT; NporpaMMHas peanvsauusi anroputmMa, garowas
BO3MOXHOCTb B YMCIIOBOM BMAE MOMy4MTb, @ 3aTeM WU
obpabotaTtb Ans  OKOHYaTeNbHOro  noTpebneHus,

Hanpumep, ¢ NOMOLLIO BU3yanu3aunn, MHopMauuio
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=349

MOOENNPOBAHUE KO3®ULIEHTA YCUNEHUA
NMWOAPHOIO ®3Y KAK ®YHKUMN OANTbBHOCTHU

CrapukoB B.H., UcaueHkoB ®.H.
MuyypurHCKMI rocyaapCTBEHHbIN Negarornyeckuin
WHCTUTYT

paduk (M3 ancc. Opnosa O.A., 2001 r., ¢.197, puc. 2.9)
HOpMUpOBaHHOro koadduumeHta ycunenna (KY) c vy
®IY kak hyHKuMs ganbHocTn R (M) annpokcmmupoBarncs
TEOPETUYECKNMN 3HAYEHUAMW STOW (PYHKLMK NO NnyyLuen
(M3 paccMmOTpeHHbIX)  TeopeTuyeckon  dopmyne
cm=k(R+a)r npn a=2,95, r=0,5092 w k=0,01713.
MapameTpbl @ M r OUEHEeHbl MUHUMW3AUMEN CYyMMbI
KBagpaTOB pa3HOCTEN OTKIMOHEHWA TeopeTU4ecKux W
ONnbITHLIX 3HaveHWn KY, koTopasi okasanacb paBHa
0,01775478. TllapameTp Kk onpegensanca YycrioBuem,

yTo6bI NpY R= 2940 6bi510 c=1.
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=339

HOBbIE TEKCAFOHAJNBbHBIE CTPYKTYPbI
KAPBUOA KPEMHUA

CBeyHukoB A.B.

Poccuinckuin HayqHbIn LeHTp "KypyaTtosckun UHCTUTyT"

PesynbTaTthl ab initio pac4yeToB B KnacTepHOM
NpuGNMXEeHNM NOATBEPANIU TMNOTE3Y O CYLLECTBOBAHUA
YCTOMUYMBLIX  FEKCaroHasnbHbIX,  MIIOCKUX  CTPYKTYp
kapbuga kpemHus. C nomowpbio ab initio  30HHBIX
pacyeToB B NpubnmxeHun nonHoro noteHuwmana LMTO

6bina npousseneHa KoppeKuums paBHOBECHbIX
napameTposB KpucTannm4eckom peLieTku
nccrnefoBaHHbIX  CTPYKTYp, oOnpedeneHbl  Benu4uHbI
MOSHbIX 3HEPruil, 30HHbIE CTPYKTYPbl W ONTUYECKMe
Xxapaktepuctuku. [lokasaHo, 4TO  KpucTannuyeckue
CTPYKTYpbI € cummeTpuent P63/mmc A9 n Bk oTHocaTes K
NonynpoBOAHMKaM

http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=316

MODERN PROBLEMS OF MATHEMATICAL
MODELING

Chetverushkin B.N.

Inctitute for Mathemetical Modelling of Rassian Academy
of Sciences

Mathematical modeling is an effective research tool,
which allows obtaining needed information about object
features and behavior in this or that situation, without
direct investigation of the object. The methodic base of
mathematical modeling is so-called “model-algorithm-
program” triad well-formulated by academician A.A.
Samarsky. All the three components of the triad are
concerned together: the mathematical model sufficiently
describing the process from one hand, and allowing
modern hardware realization from the other; effective
numerical algorithm that permits to perform the
calculations using the model; and the program or
software, enabling to get the numeric information for
future processing and visualizing

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=349

MODELING OF THE AMPLIFICATION COEFICIENT
FOR THE LIDAR PHOTOMULTIPLIER TUBE AS A
FUNCTION OF DITANCE

Starikov V.N., Isachenkov F.N.

Michurinsk State Pedagogical Institute

The graph of the amplification coefficient ¢ for the lidar
photomultiplier tube as a function of distance R (m) are
approximated by best theoretical model cm=k(R+a)r npn
a=2,95, r=0,5092 u k=0,01713. Parameters a and r are
estimated by the method of the least sum squares of
deviations (LSSD) between model and experimental
points. LSSD is equal 0,01775478.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=339

THE NEW STRUCTURES OF HEXAGONAL CRYSTALS
OF SILICON CARBIDE

Svechnikov A.B.

The Russian Research Centre "Kurchatov Institute"

The results of ab initio investigation in cluster
approximation have proved the idea of existence and
stability of the hexagonal flat silicon carbide crystal
structures. Full potential LMTO band structure
calculations were carried for correction of the structure
parameters and estimation of total energy values, band
structure and optics. It was shown that crystal structures
with symmetry P63/mmc A9 and Bk are semiconductors

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=316
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Cekuusa 3

Section 3

MOUCK CKPbITOM NEPUOAUYHOCTU B
HYKNEOTUOHbIX NOCNEAOBATEJIbHOCTAX OHK
C NMOMOLLbIO BEMBJIET MPEOBPA30BAHUA
®depoceen C.B.

MockoBCKMIA UHXEHEPHO PUINYECKUA UHCTUTYT

MpeonoxeH HOBbIN MeToq noucka CKpbITON
NepMoanYHOCTU B HYKIEOTUAHbLIX NOCNEeA0BaTENbHOCTAX
OHK. MeTton ocHoBaH Ha BewBreT nNpeobpa3oBaHUsIX.
MeTog npumeHsieTcs ons aHanusa 22-o XpOMOCOMBbI

YyernoBeka
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=314

PELLEHME OBLLEW 3A0AYX OOHOMEPHOM
ANPdY3UN PEKYPPEHTHO-OMNEPATOPHbIM
METOOOM

MupHuasosa ®.M.

WHcTuTyT knbepHeTukn Akagemmmn Hayk Pecnybnuvkm
Y3bekuctaH

B oaToii crTatbe paccmaTpuBaeTcsi ofllee peLlueHue
3agayv OOHOMEpPHOW anddysun peKkyppeHTHO-
onepaTtopHbIM METOA0M

http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=353

®YHKUUA PACNPEOENEHNA U POCT YACTUL
KOHOEHCUPOBAHHOW ®A3bI B
CBOBOOHOMOINEKYNAPHOM PEXXUME
MockaneHko ®.B., laBpunos A.U., FaBpunos U.A.,
XamnprosoBa E.B.

KyGaHckuii rocyaapCTBEHHbIV TEXHONOMMYECKUIA
yHUBepcuTeT

MogaenvpyeTcst KMHeTMKa U30TepMMUYECKo HyKneauum B
CcBOGOAHOMONEKYIAPHOM ~ PEXMMEe  Ha  OCHOBaHWUK
dhemMeHOonorm4eckoro noaxona n TpeboBaHus

KBa3UNOCTOAHCTBA MaccChbl BellecTBa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=384

MCCNEQOBAHVE MOAENEN ®EPPOMAITHUTHOIO
rAOONMUHUA METOOAMU BbIYUCIIUTENBHON
DPU3NKUN

Maromenos M.A., MypTa3aes A.K.

UHCTuTyT chmaunkm JarectaHckoro HayyHoro ueHtpa PAH

Mcnonb3ys  BbICOKOI(MEKTUBHBIA  OAHO-KNaCTEPHbIN
anroput™ Bynbda metoga MoHTe-Kapno nposefeHbl
BbICOKOTOYHbIE MCCMNeOOoBaHNs CTaTUYECKUX KPUTUHECKNX
CBOMCTB  Mogenen  peanbHOro  eppomMarHUTHOro
ragonuHus. PaccumTaHbl BCe OCHOBHbIE CTaTUyeckue
KpUTUYEeCKne MHAEKChbl Modenen ragornvHus 1 nokasaHo,
YTO Ha XapakTep KpUTUYECKOro noBedeHns ragonunHus
3HauMTenbHOEe  BMAUSHME  OKasblBalT  M3OTPOMHble

OMNOSb-ANNOSbHbIE B3aMMOAENCTBUSA
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=317

THE SEARCH FOR LATENT PERIODICITY IN DNA
NUCLEOTIDE SEQUENCES USING WAVELET
CONVERSION.

Fedoseev S.V.

Moscow Engineering Physics Institute (State University)

The new method for searching for latent periodicity in
DNA nucleotide sequences is proposed.

The method is based on wavelet conversion and applied
for the analysis of human chromosome 22.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=314

ABOUT SOLVING SINGLE-MEASURE PROBLEM OF
DIFFUSION

Pirniyazova F.M.
Institute of Cybernetics of Uzbekistan Republic Academy
of Sciences

In this article examining common solving of differential
equalizing of diffusion, for the single-measure problem of
diffusion which is solving by analytic method, in particular

by new recurrent-operating method
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=353

THE DISTRIBUTION FUNCTION AND THE
CONDENSENSIBLE PHASE FRACTIONS GROWTH
UNDER FREE MOLECULAR CONDITIONS
Moskalenko F.V., Gavrilov A.l., Gavrilov LA,
Hairjuzova E.V.

Kuban State University of Technology

There is modeled kinetics of exothermic nucleation in a
free-molecular mode condition based on
phenomenological approach and requirements of quasi

constant conditions of the substance mass
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=384

INVESTIGATION OF MODELS OF FERROMAGNETIC
GADOLINIUM BY METHODS OF COMPUTATION
PHYSICS

Magomedov M.A., Murtazaev A.K.

Institute of physics of the Dagestan centre of science of
Russian Academy of Science

Using high-efficiency single-cluster Woolf\'s algorithm of
the Monte-Carlo method are carried out high-accuracy
investigation of static critical properties of models of real
ferromagnetic gadolinium. The all-main static critical
exponents of models of gadolinium are calculated, and
are shown, that on character of critical behaviors of
gadolinium the significant role is played the isotropic
dipole-dipole interaction

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=317
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Cekuums 4

Section 4

CEKIIMS 4

BU3YAJIM3ALIMA B HAYYHBIX UCCJIEJOBAHUAX

SECTION 4

VISUALIZATION IN SCIENTIFIC RESEARCHES

O CMNEKTPAIIbHOM AITTOPUTME
PACMNO3HABAHUA KOHTYPHbIX U30EPAXEHUA
KynukoBa J1.U., MaxopTbix C.A.

WHCTUTYT MaTemaTtuyeckmx npobnem 6uonorun PAH

JaHHas pabGota OCHOBaHa Ha  UCMONb30BaHWUM
0606LLEHHOro CrnekTpanbHO — aHanuMTUYeckoro meToaa,
KOTOpbLIN NpeanonaraeT NpoBeAeHUe NonHok 0GpaboTku

JaHHbIX B NpoCTpaHCcTBe KoadpdpuumeHtoB Dypbe.
MocnegHve  BbUMMCHAIOTCA  MNPU Pa3fOXEHUN B
OpTOroHanbHble psabl c MCMonbL30BaHneM
MOANDULIMPOBAHHbIX Knaccumyeckmnx
OPTOHOPMUPOBAHHbIX NOfIMHOMOB " DYHKLMNA.
Mpepnaraetca  anroputv  BblGOpa  ONTUMASbHBIX
YCMOBUA  @HAnMUTMYECKOro  OMUCAHWS  KOHTYPHbIX
00bekToB B 3ajavax aHanusa u3obpaxeHun u

pacno3HaBaHuA o6pa303. PaCCManMBa}OTCﬂ OCHOBHbIe
NoNOXeHNA anroputMma n pesynbtat UX NPUNoXeHua Ha

npumepe pacnosHasaHusa OykB naTUHCKOro andasuTa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=305

CPEOCTBO BU3YAITU3ALUUU TPADPA NNOTMYECKUX
OTHOLUEHUW MEXLOY CTATbAMU 3NIEKTPOHHOU
SHUUKNONEQUN

Bpbizranos MN.A.

MockoBCKMIA rocy4apCTBEHHbIN YHUBEPCUTET

um. M.B.JTomoHocoBa

B poknage onucbiBaetcs Java-anneTt, BXOAAWMA B
COCTaB CWUCTEMbl Ol CO3[AaHUs  3NEKTPOHHbIX
3HUMKNoneaunn  «Apeona», npegHasHayYeHHbI  Ans
oTobpaxeHuss u paboTbl C rpadamy  NOrM4eckux
OTHOLLEHUN mexay cTatbsMMU SHUMKNoneanu.
OnucbiBatoTcs Takue yHKUMN anneTa, Kak
oTobpaxeHue rpacdoB B spycHO-NapannensHoi u B
«nnasatower»  dopme, orpaHudeHne  KonmuyecTea
BUAMMbIX BeEpLWH, B3aumMogencteve ¢ yHKUuaMn

JavaScript-a n gpyrue.
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=357

ABOUT SPECTRAL ALGORITHM FOR CONTOUR
IMAGES RECOGNITION

Kulikova L.l., Makhortykh S.A.

Institute of Mathematical Problems of Biology Russian
Academy of Sciences

Presented work is based on the generalized spectral-
analytical method use which assumes carrying out of full
data processing in Fourier coefficients space. The last are
calculated in classical orthogonal polynomial series
decomposition. The algorithm of a choice of optimum
conditions of the planimetric objects analytical description
in image analysis problems and image recognition is
offered. Substantive provision of algorithm and the results
of their application in the case of Latin letters recognition
are considered

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=305

VISUALIZATION SYSTEM FOR LOGIC RELATIONS
BETWEEN ARTICLES IN ONLINE ENCYCLOPEDIA

Brizgalov P.A.
M.V.Lomonosov Moscow State University

The report deals with the description of the Java applet
included in the system for creating electronic
encyclopedia “Areola”, and intended for representation
and working with columns of logical relations between
articles of the encyclopedia. The following features of the
applet are described: displaying of columns as a
multilevel structure and in “floating” form, limitation of
number of visible apexes, interaction with Java Script
functions and so on

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=357
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Cekuusa 5

Section 5

CEKIMUA 5

OBPABOTKA JAHHBIX, BA3bI IAHHBIX, AHAJIN3 JTAHHBIX

SECTION 5

DATA PROCESSING, DATABASES AND DATA ANALYSIS

KPYIMNHbIE NPOBJIEMbI U TEKYLLUUE 3AO0AYN
WCCNEOOBAHUIA B OBNACTU BA3 OAHHbIX
KysHeuos C.0.

MHCTUTYT cuctemHoro nporpammupoBaHus PAH

B coobuwiectBe 6a3 [aHHbIX He CRAUWKOM MPUHATO
WHAMBMAYaNbHO aHanuanposaTb W NPOrHO3MpoBaTb
HanpaBneHus uccrnegosaTenen. Ha ato oTBaxwuBatoTcs
NULWb HEMHOTUE (OAHWMM W3 UCKIOYEHUI siBnsieTcst [kum
pen [1]). O6bi4HO e nopgobHasa paboTa BbINOMHAETCH
Ha CpaBHWUTENbHO perynspHbiX cobpaHusx Haubonee
aBTOPUTETHLIX MpeAcTaBuUTenet UCccnefoBaTenbCkoro
coobLecTBa, KOTOpble OBMEHUBAIOTCS MHEHUSMWU U, MO
Mepe BO3MOXHOCTW, BblpabaTbiBalOT OOLLYI0 TOYKY
3peHus. B pesynbTaTe Takux cobpaHuin dopmynupyeTtcs
OTYeT, B KOTOPOM (PUKCUpyeTCsi npeacTaBrieHvne
coobLecTBa O MyTsX PasBUTUS MUccnegoBaHuii. XopoLo
M3BECTHbI OTYeT cobpaHuda B JlaryHa-buy (1989 r.) [2] n
Acunomapckun otyet (1996 r.) [3]. O6wmn ob63op 3TUX
MaTepuanoB MOXxHo Hantu B [4]. NocnegHee nogoGHoe
cobpanune coctoanocs B 2003 r. B r. Jloyann, wrar
Maccauvycetc. Jloyannckun oOT4eT 4O cux  nop
ocuumanbHO He onybnukoBaH, xoTs obcyxganca Ha
naHenbHON amckyccun koHdpepeHumm SIGMOD B 2003 r.
[5]. OgHako npegBapuTenbHasi Bepcus otyeTa AOCTyNHa
B Internet [6], 1 9 HauyHy CBO CTaTblO C €ro KpaTkoro
obeyxaeHnsa. Bo BTopon 4actu s npvBedy HekoTopble
cobcTBeHHbIe  paccyxgeHms no nosogy 6onee
MPaKTUYHbIX TeKyLMX noTpebHocTew, He npeTeHays Ha

0606LeHns
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=347

HEKOTOPBIE ACMNEKTbI UCNOJIb3OBAHUA
MH®OPMALIMOHHbLIX CUCTEM ANA
COBEPLUEHCTBOBAHUA YNPABIEHUA
NPEANPUATUEM

BoBk O.C., CemeHoBa [1.A.

XapbKOBCKUI HALMOHarnbHbIV YHUBEPCUTET UM
B.H.KapasnHa

O6cyxpaeTcs BaXkHasi ponb nporpaMMHoro
obecneyeHnss B OeATENbHOCTM KPYMHOrO NpeanpusaTus.
[NokasaHo, yTOo BBEJeHMEe B NpaKkTuKy
aBTOMaTU3NPOBaAHHbLIX CUCTEM  00paboTknm  OaHHbIX
NO3BOJISAET KOMMJIEKCHO peLlaTb pa3HooOpasHbIA CNekTp

SKOHOMUYECKMX 3aada4
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=381

THE LARGE AND PRESENT-DAY PROBLEMS IN
RESEARCHING OF DATABASES

Kuznetsov S.D.

The Institute for System Programming of the Russian
Academy of Sciences

In database community it is not usual to analyze and
forecast the exploration trends for individual researchers.
Only few venture to perform this (one of these exceptions
is Jim Gray). Usually such work is carried out on relatively
regular meetings of the most authoritative representatives
of the research community; they exchange their opinions,
and as far as possible, elaborate the common point of
view. As the result of such meetings the report is formed,
deal with the community notion of the research trends.
Some of these reports are well-known, for instance the
report of the meeting in Laguna Beach (1989) and
Asilomar report (1996). The coverage of these materials
is available in [4]. The resent meeting was held in 2003 in
Lowall, MA. The report has not been published yet,
although it was discussed in panel debates on SIGMOD
conference in 2003 [5]. The preliminary text of the report
is available via web [6], and I'll start my article with a short
argument of this report. The second part of my article is
devoted to my own objections on current applied needs.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=347

SOME ASPECTS USING OF THE INFORMATIVE
SYSTEMS FOR PERFECTION OF MANAGEMENT OF
THE ENTERPRISES

Vovk O.S., Semenova D.A.
V.N.Karazin Kharkov National University

The important role of software in activity of major concern
comes into question. It is shown that introduction to
practice of the automated integrated systems of account,
control and audit and distributed systems of the data
processing allows complex to decide tasks not only on an

account but also to the control, analysis and audit
http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=381

http://www.ivtn.ru
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Cekuums 6

Section 6

CEKIIMSI 6

HUHTEJUIEKTYAJIBHBIE CUCTEMBI M TEXHOJIOT MU (IPUHATHUE PEIIEHUM,
SKCHEPTHBIE CUCTEMBI U T./1.)

SECTION 6

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

BUPTYAJIbHO-BbIYUCITUTENbHAA
NABOPATOPUA, KAK HOBOE MHTETPUPOBAHHOE
NMPOrPAMMHOE CPEACTBO ANA PELLEHUA
HAYYHO-TEXHUYECKUX 3AO0AY TOPHOIO AENA
Monos C.E.

WuctutyT yrns u yrnexumunn CO PAH

B pabote paccMOTpeH MporpamMmHbIA  KOMMMEKC
«BupTyanbHo-BbluMCTIMTENBHAA  nabopartopus»,  Kak
HOBOE WHTEerpauMoHHOE WHCTPYMEHTanbHoe CpeacTBo
peLleHnss Hay4yHO-TEXHUYECKMX 3agay ropHoOro Jerna B
pacnpefeneHHom pexume. CdopmynmpoBaHbI
OCHOBHble TpebOoBaHMSA K Hay4YHO-TEXHUYECKMM 3ajadvam
W K NMporpaMMHomy komnnekcy BBJ1, ans nHTerpaummn mx
B eauHoe pacnpeferneHHoe MHdOPMaLUMOHHoe
npocTpaHcTBo. [MporpamMmHbIN komnnekc «BupTyanbHo-
BblUMCNUTENbHAa nabopatopus» npeactaBneH B Buae
pacnpeaeneHHbIX COBCTBEHHbIX KOMMOHEHT c
BO3MOXHOCTbIO WX  MHTErpauum C  KOMMOHEHTamu
CTOPOHHMX  pa3paboT4MKOB, OPWEHTMPOBAHHBLIX Ha
npegmeTHylo obnacte B ropHoMm pJene. [locTpoeHa
HenpoTmeopeunBas UML-mogens u  cdopmMuMpoBaHO
nepeBo ob6bektoB PIMK «BBJl». MNpoaeMoHCTpMpoBaHbl
NpUMepbI MHTErpaummn pacyeTHbIX Mogyne ¢ cucremamm

ynpaeneHus kapTorpaduen B online-pexvmve
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=136

MHOOPMALMNOHHO-BbIMUCTIUTENbHAA
TEXHOJIOMMA ABTOMATU3UPOBAHHOM
MEOWLMHCKOW OUATHOCTUKU
Boromonos A.B., YukoBa C.C., 3yeBa T.B.,
MuxeeB O.B., Ma6ycy N.A.

["ocygapcTBeHHbIN Hay4YHO-UCCneaoBaTenbCKui
ucnbiTaTenbHbIi MHCTUTYT MO PO

ManoxeHa WMH(OPMaLMOHHO-BBIYMCIIMTENbHASA
TEXHOMOorus aBTOMaTU3NPOBAHHOW MeONLIMHCKON
OMarHoCTUKM, OCHOBaHHasi Ha UCMOMb30BaHWM METOLO0B
HeyeTkoM normkn. Ha  ocHoBaHuM  pe3ynbTaToB
anpobauun pas3paboTaHHbIX peLleHMn npu CUHTe3e
cucTeMbl aBTOMaTU3NpPOBaHHOWN ONarHoCTUKM
apTepuanbHON rMNepTeH3un nokasaHa 3PEKTUBHOCTb
UCMONb30BaHNA METOAOB HEYETKOW Norvku n obpaboTku
3KCNEepPTHOM MWHOpMaLuuM ANs  aBTOMaTU3UMPOBaHHON
OMarHOCTUKM  MpeMopOUaHbIX  HapYLIEHUA COCTOSHUSI
obcrnegyemMoro  —  LUMPOKO — pacnpoCTPaHEHHbIX U
[OCTaTOMHO CIOXHbIX ANS AWarHOCTUKUM U AeTarbHOoro
ONMCaHWsi  CUMMNTOMAaTUKW  BBMAY WX  BbICOKOM

HeonpeaeneHHOCTU, AMHAMUYHOCTM U «0BpaTUMoCTu»
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=374

VIRTUAL-COMPUTING LABORATORY, AS THE NEW
INTEGRATED SOFTWARE FOR THE DECISION OF
SCIENTIFIC AND TECHNICAL PROBLEMS OF MINING

Popov S.E.
Institute of Coal and Coal-Chemical of the Siberia Branch
of Russion Academy of Sciences

The program complex "Virtual-computing laboratory", as
new integration tool means of the decision of scientific
and technical problems of mining in the distributed mode
is considered. The basic requirements to scientific and
technical problems and to program complex VCL, for their
integration into the uniform distributed information space
are formulated. The program complex "Virtual-computing
laboratory" is submitted as distributed own a component
with an opportunity of their integration with components of
the foreign developers focused on a subject domain in
mining. Consistent UML-model of DPC "VCL" is
constructed. Examples of integration of settlement
modules with control systems of cartography in an online-
mode are shown

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=136

IT TECHNOLOGY OF AUTOMATED MEDICAL
DIAGNOSTICS

Bogomolov A.V., Chikova S.S., Zueva T.V.,

Mikheyev O.V., Gabusu P.A.

The State Science and Research Experimental Institute of
Ministry of Defence of the Russian Federation

The IT technology of automated medical diagnostics
based on methods of fuzzy logic is set forth. Basing on
the results of approving of developed solutions during the
synthesis of the system of automated diagnostics of
arterial hypertension, the effectiveness of using the
methods of fuzzy logic and processing of the
experimental data for automated diagnostics of the
premorbid abnormalities of the patient condition are
shown. These methods are widely used but complex
enough for diagnostics and detailed description of
symptomatic, considering their high indeterminacy,
dynamics and invertibility

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=374
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Cekuus 8

Section 8

CEKIIMS 8

JAOKJIAJIbI, HE BOIIE/IHINE B OCHOBHBIE CEKIIUN

SECTION 8

THE REPORTS, WHICH ARE NOT INCLUDED IN THE BASIC SECTIONS

PU3NYECKAA MOAENb ABMXXEHUA CITYTHUKA
IOMUTEPA CUHOIE

OcTpoBckuit H.B.

BaTckui rocygapcTBEHHbIN YHUBEPCUTET

B ConHeuHo cucteme cywecTByeT psia  SIBNEHUR,
KOTopble He MOryT ObiTb OnucaHbl C WMCMONb30OBaHWEM
YypaBHEHUS BCEMMUPHOrO TAroTeHus HbloTOHa, koTopoe
CTPOro  COOTBETCTBYeT  fMWb  FPaBUTALMOHHOMY
B3aMmogenctemio AByx Ten. C ero ucnonb3oBaHvWeMm
Henb3s, Hanpumep, 00bACHUTL ABMXeHWE JlyHbl BOKPYr
3emnu, nockonbky JlyHa HaxoamTcs B cdepe TAroTeHus
ConHua. CxogHas cuTyauusi UMeeTcsa M B crnyyae
BHeEWHuX cnyTHukoB HOnutepa — [lacude, CwuHone,
Kapme w»n Awnake.B pgaHHon paboTe umcnonb3oBaHo
npeanoXeHHoe aBTOPOM OpUrMHanbHoe O6O06LWEHHOoE
ypaBHEHVWEe [pPaBUTALMOHHOINO B3aUMOAEWCTBUS  ANS
MoCTpoeHns  usnMdeckon U Ha  ero  OCHOBe
mMatemaTM4ecko Mogenn opbuTanbHOro  ABUXKEHUSA

cnyTHuka tOnutepa CuHone
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=286

OB UCTOJNIb3OBAHUU BT-METOOOB B NPOLIECCE
PEANUA3ALUUU NMPOIrPAMM NPUBATU3ALIUN

BoBk O.C., Pa6ueHko A.[l., CemeHoBa [.A.
XapbKOBCKUI HaLMOHanNbHbIV yHUBEpCUTeT

um B.H.KapasnHa

PaccmaTtpuBaeTcs BO3MOXHOCTb y4yacTusi 6aHkoB B
peanusauun nporpammbl npusatusauun. [lpu aTtom
nogyepkMBaeTcs BaxHas pornb BT-meTodoB, kKOTOpblE He
TONbKO MO3BOMAKT MpPOaHanM3npoBaTb 3KOHOMMUYECKYHD
CUTyauuio AN KaXOoro KOHKPETHOro criyyasi ¢ y4eToMm
CKOMb YrogHo 60MbLIOro Yncna pasnuyHbiX hakTopoB U
napameTpoB, HO M BO MHOIO pa3 yMeHbLUaeT Bpems,

HY>XHO€e 514 3TOoro
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=382

PHYSICAL MODEL OF MOVEMENT OF JUPITER
SATELLITE SINOPE

Ostrovskiy N.V.

Vyatka State University

In Solar system exists some phenomena’s, which can be
not described with use of the Newton equation of world-
wide gravity Newton, which strictly corresponds to
gravitational interaction of two body only. With its use it is
impossible to explain, for example, moving the Moon
around Land since Moon inheres in sphere of Sun gravity.
Cognate situation there is in the event of external
satellites of Jupiter - Pasiphe, Sinope, Karme and
Ananke. In given work is used offered by author original
generalised equation of gravitational interactions for
building physical and on its base - mathematical model of
orbital moving the of Jupiter satellite - Sinope

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=286

ABOUT USING OF IT-METHODS FOR REALIZATION
OF THE PRIVATIZATION PROGRAMS

Vovk O.S., Ryabchenko A.D., Semenova D.A.
V.N.Karazin Kharkov National University

Possibilities of participation of banks in realization of the
program of privatization are discussed. 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 for it

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=382
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CBOMWCTBA LITC-CErTHETOKEPAMMK MNPU
PA3NTNMYHBIX TEMNEPATYPAX

MeTpeHko A.T".

[oHeLkunii HaunoHarnbHbIN YHUBEpPCUTET

M3y4yeHbl dusunyeckme CBOWCTBa uTC-
CEerHeTOaMNeKTPUKOB B LUMPOKOM MHTEpBane TemnepaTyp
n yvactoT. [lokasaHo, 4TO AedeKTbl KPUCTaNIM4YecKomn
CTPYKTYpbl BMWSAIOT Ha [OBWKEHWE [OMEHHbIX CTEHOK
onocpeacTBOBaHO Yepes CBA3aHHbIE C HUMW JTOKanbHbIe
n anekTpudeckne nons. dasosbii nepexoq npu 163K B
obnactu CBY cmellaeTcst B CTOPOHY HU3KMX TemnepaTyp

Ha 3-8K
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=379

METOO ONTUMU3ALIMN KBAOPATUYHbBLIX
CTOXACTUYECKUX ONEPATOPOB
LWamcuaavHoB H.B.

TalIKeHTCKUIA UHCTUTYT MppuUraumn n Menuopaumm
Pecny6nukn Y3bekucrtaH

B paHHOM paboTe nokasaH MeTo4 —OnTMMM3auun
KBagpartHo CTOXaCTUYECKNX ornepaTopos nyrem

COKpaLleHnAa OTHOCUTEeNIbHO paBeHCTBa
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=135

PPINCB KAK PACMPEOENEHUE YACIIA KOPHEN

CrapukoB B.H., Bens4eHko 10.T".
MwuypuHCKMIA rocyoapcTBeHHbIV negarormyeckui

WHCTUTYT
OeyxctopoHHee  (OC) pacnpegeneHne  pasHOCTU
MyacCcoHOBbIX crnyvamHbix BenuumH  (PPTICB)  npwu
BbICOKOM ypoBHe no KpUteputo Xu-kBagpat

COOTBETCTBYET ONbITHOMY pacnpegeneHuio  10-14-
OHEBHbIX MPOPOCTKOB rmbpuaa sSYMeHs Mo 4ucny
1,23,456 wn 6Gonee BUAMMBIX KOPHEN Yy  HUX.
HopmanbHoe 1M GWHOMManNbHOE  TeopeTudeckue
pacnpegeneHns oTeepranncb AN Tex e AaHHbIX npu

no6om yposHe 6ornbLie unu pasHom 0,0001
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=325

PPMNCB KAK PACMPEOENEHWUE PACNPEOENEHME
ANEKTPO- U PAOMOOETANEN

CtapukoB B.H.
MwuypuHCKMIA rocyoapcTBEeHHbIV Negarormyeckui

WHCTUTYT
OpHoctopoHHee  (OC)  pacnpefgeneHne  pas3HOCTU
MyaccoHOBbIX cnydanHbix BenuuuH (PPICB) npwu
BbICOKOM YpOBHE no KpuTEpUto Xu-kBagpat

COOTBETCTBYET OMNbITHOMY pacrnpefeneHnio pasnuyHoro
yucra anekTponamn, paguo- WUnu - anekTpogetanen
Mo cpokam MX Cnyx0Obl 4epe3 paBHble MWHTepBanbl
BpeMeHn B 4acax (A.N.KnbsyH wn pp., A.M.Kapaces
n ap., A.ll.MeaHos; B.E.M'mypmaH; B.A.PomaHoBckuiz;

C.3.MapkoBuy; ap.)
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=338

THE PROPERTIES OF FERROCERAMICS AT
DIFFERENT TEMPERATURES

Petrenko A.G.

Donetsk National University

The physical properties of ferroceramics in the wide
interval of temperatures and frequencies are investigated.
It is shown that the defects of crystalline structure
influence on motion of blast-furnace walls mediated
through the local and electric fields related to them.
Phase transition at 163K in area of SHF is displaced to
low temperatures on 3-8K

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=379

METHOD OF OPTIMIZATION OF SQUARE-LAW
STOCHASTIC

Shamsiddinov N.B.

Tashkent Institute of Irrigation and Melioration of the
Republic of Uzbekistan

The method of optimization of the square-law stochastic
operators by a way reduction about equality is shown

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=135

DISTRIBUTION OF THE POISSON'S RANDOM
VARIABLES DIFFERERCE AS A ROOTS NUMBER
DISTRIBUTION

Starikov V.N., Belyachenko Yu.G.

Michurinsk State Pedagogical Institute

Distribution of the Poisson.s random variables differerce
approximated experimental distribution of the 10-14-days-
seedlings of the barley hybrids depending on the visible
roots number at hight level of chi-squared test goodness-
of-fit

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=325

DISTRIBUTION OF THE POISSON.S RANDOM
VARIABLES DIFFERERCE AS A ELECTRO- AND
RADIOELEMENTS DISTRIBUTION

Starikov V.N.

Michurinsk State Pedagogical Institute

One-sided distribution of the Poisson.s random variables
differerce approximated experimental distribution of
various numbers of the electrotubes, electro- and
radioelements ralativitely of the life-times taked in form of
the equal class-intervals in hours (A.l.LKibzun et al.,
A.l.Karasev et al, A.P.lvanov; V.E.Gmurman;
V.I.Romanovski; S.E.Markovich; et al.)

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=338
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BIMUAHWE HEQKBUWOECTAHTHOCTU PAOA HA
CMNEKTP UCCNEAYEMOW BENUYUHBLI U OLLEHKA
AOOCTOBEPHOCTH NONYYAIOLLEINOCA CNEKTPA

XpycTtanes A.B.
WuctutyT cpmankmn 3emnm um.l".A.Mlambypuesa PAH

Ll,enb}o HacTosiLLen pa60TbI ABNAETCA uccrnegoBaHue
BIMUAHUA HEe3KBNOEeCTaHTHOCTU pana Ha CNeKTp
Mccne,qyemoﬁ BENMMYMHBI N OuUeHKa [OO0CTOBEepHOCTU
nony4yeHHOro cnekrtpa B 3aBUCUMMOCTU OT BXOAHbIX

LaHHbIX
http://www.ivtn.ru/2005/biomedchem/enter/paper.php?p=310

INFLUENCE OF NON-EQUIDISTANCE OF ROW ON
THE SPECTRUM OF STUDIED MAGNITUDE, AND
ESTIMATION OF RELIABILITY OF THE RESULT
SPECTRUM

Khrustalev A.B.

G.A.Gamburtsev Institute of Physics of the Earth of the
Russian Academy of Science

The aim of the research is to study the influence of non-
equidistance of row on the spectrum of studied magnitude
and estimation of reliability of the result spectrum,
depending on input data.

http://www.ivtn.ru/2005/biomedchem/enter/paper_e.php?p=310
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