MATEPHAJIBI KOH®EPEHLINN

4-1 ME;KAYHAPOHAA KOH®EPEHIMA

HUHTETPALINST
UHPOPMALINOHHBIE TEXHOJI0rnu
TEJIEKOMMYHUKALIUU

17-19 mapra 1999 r.

March 17-19 1999

INTEGRATION

INFORMATION
TECHNOLOGIES
TELECOMMUNICATIONS

4-1a INTERNATIONAL CONFERENCE

PROCEEDINGS OF THE CONFERENCE



BA3A JAHHBIX THECOMAC HA
IVIAT®OPME CHEMOFFICE

B.M. ConosweB, H.H.Ctpaxosa, B.l.Kasauyenko,
H.H. KovaHoBa

WHeTUTYT ursmnonorudeckn akTusHbix Bewects PAH
BUHUTHU

THE DATABASE THECOMAC ON

CHEMOFFICE PLATFORM
V.P. Soloviev, N.N. Strakhova, V.P. Kazachenko,
N.N. Kochanova

The THECOMAC (Thermodynamics on
Complexation of Macrocycles) database is developed
and enlarged under DOS about 10 years. At present
the database functions under WINDOWS 95/98 and

it is constructed on Chem Finder Pro 4.0 platform of
automatic development of databases, which is
included in the ChemOffice software package of
CambridgeSoft Corp. production, and with the
application of the original auxiliary subroutines
developed in the Borland DELPHI 4.0 (Inprise Corp.).
We developed the procedure for converting of factual
data of database from original table ASCIl format in
standard SDF (MDL Information Systems, Inc was.)
format with using of the Borland Pascal language
7.0. SDF format is available from the Chem Finder
Pro environment for data importing in the internal
format.

The THECOMAC database is chemical factual
structural database in the field of complexation
thermodynamics of metal cations with macrocyclic
ligands in solutions. Each record of database has
the following fields: 2D ligand structure, trivial and
IUPAC ligand name, formula and CAS number of
ligand, complexation equilibrium and thermodynamic
characteristics of this reaction (log of stability
constant, Gibbs energy, enthalpy, entropy,
temperature), additional equilibria, which have been
taken into account alongside with main, metal cation
of complexation, counter-ion, solvent, reagent
concentrations (of ligand and metal cation), ionic
strength and the components its creating,
experimental method, which allowed to obtain
thermodynamic data, comments and bibliographic
data including names of the authors and a source.
The database allows exact search and search by a
fragment of a word or structure and on a range of
variables on any field. Now the THECOMAC database
includes data on 1968-1991 years and contains about
7500 records.
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PassuBaemas nog DOS w niornonHsemMas okono 10
net 6asa paHHbIix THECOMAC (Thermodynamics on
Complexation of Macrocycles) Tenepb $yHKLMOHU-
pyer non WINDOWS 95/98 1 ckOHCTpynpoBaHa Ha
nnatpopme aBToOMaruyeckoinr paspaboTkm 6as paH-
Hbix Chem Finder Pro secun 4.0, Bxoasuieit B naker
nporpamm ChemOffice npouasoacrsa CambridgeSoft
Corp. ¢ NpUMEHEHNEM OPUIrVHANIbHBLIX BCNOMOTaTeNb-
HbiX NoANporpamM, paspaboTaHHbIX B cpene Borland
DELPHI 4.0 (Inprise Corp.). C ucnonb3osaHmnem A3bi-
ka Borland Pascal 7.0 6s1na paspa6otaHa npoueaypa
KOHBEPTMPOBaHUA dakrTorpaduiecknx aaHHbiXx 6assl
13 OPUrMHANBHOrO TabNMYHO-TEKCTOBOro ¢dopmara B
cranpaptHblii SDF (MDL Information Systems, Inc.)
dopmat. Nocnennnii poctyner m3 cpeabl Chem
Finder Pro png umnopTupoBaHns B CBOW BHYTPEH-
HUh popmar.

Bbaza THECOMAC aBnsercs XMMU4ECKO CTPYKTYpP-
Ho-dakTorpaduyeckoit 6azoit paHHbIX B 06nacTn Tep-
MOOUHAMUKU KOMIIEKCO0Bpa30BaHNa KaTUOHOB Me-
TAnNoB C MakpPOUMKNMHECKUMN NUraHaamMn B PacTso-
pax. Kaxgas 3anucL 6a3bl UMeeT cneaylowme nonsa:
2D cTpyKTYpy nvraHga, ero HasBaHue TpvBManbHoe
n IUPAC, 6pytTo-dopmyny u CAS Homep nuraHaa,
PaBHOBECHYIO PeakuMi0 KOMNNekooHpasoBaHUa U
TEPMOANHAMUYECKUE XapaKTePUCTUKK 3TOIN peakumn
{norapudm KOHCTaHTbl YCTOW4MBOCTU, 3Heprusa Tnb-
6ca, aHTanLNUSA, aHTPONUS, TeMnepartypa), SONOAHN-
TeNbHble PAaBHOBECUS, Y4TEHHble Hapsaay C MNaBHbIM,

KoMrinekcoobpasoBartens - KaTMOH MeTanna, ero
KOHTP-MOH, PacTBOPUTENb, KOHUEHTPauua peareHTos
(nMranpa, xaruoHa MeTanna), MOHHas cuna, KoMno-
HEHTbl, CO3AaoWMe ee, IKCNEPUMEHTanNbHLIA MeToA,
C MNOMOUWBIO KOTOPOro NoAy4YeHbl TepMOAuHamMu4ec-
Kue JaHHble, KOMMeHTapun u 6ubnnorpaduyeckmne
[aHHbie, BKAHaIoUMe uMeHa aBTopos paboTel u uc-
TOYHMK. BO3MOXET TOYHBIM NOUCK U NOUCK No ¢par-
MEHTY CNoBa WM CTPYKTYPbl U NO AWManasoHy ung-
POBbIX AaHHBIX NO Albomy nono. B HacToAwee Bpe-
Mmst 6aza THECOMAC skJitovaeT aaHHbie 3a 1968-1991
roas v cogepxut okono 7500 sanucen.
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