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BA3A JAHHBIX “KOOPIUHAIIMOHHBIE
COEJVIHEHHUA 1
KOMIIVIEKCOOBPA3OBAHHUE” U EE
NPUMEHEHHE B ®YHJIAMEHTAJIbHBIX
HUCCJEAOBAHUAX U ITPUKJA/THBIX
PA3PABOTKAX

M.C. Ctyknosa, H.H. KoyaHoBa, O.A. EpemeeBa,
H.B. Kauypmna, E.B. KontyHoga,

B.I1. ConosseB

BUHUTU

DATABASE “COORDINATION
COMPOUNDS AND COMPLEXATION”
AND ITS APPLICATION IN
FUNDAMENTAL AND APPLIED
RESEARCHES

M.S. Stuklova, N.N. Kochanova, O.A.Eremeeva,
N.V. Kachurina, E.V. Koltounova, V.P. Soloviev

Database “Coordination Compounds and Complex-
ation” is developing in VINITI. Database is realized
on Windows 3.x/95/98 platform on the basis of orig-
inal software. Original software allows to store, to
look through, to search and to print out the follow-
ing data: formula, 2D structural formula, names of
substances, key words, the numbers of abstracts in
VINITI Abstract Journal “Chemistry” on section “In-
organic Chemistry. Complex Compounds. Radio-
chemistry”, bibliographic data. The database is re-
loaded gquarterly. Annual updating is 20 thousands
structures. The database is distributed on diskettes
and compact discs (CD-ROM). “Coordination Com-
pounds and Complexation” is of interest for the sci-
entists working in the field of fundamental science,
in industry, and also for the decision of a wide range
of ecological problems.

The database provides a basis for modern research-
es. It provides for the users unigque opportunities of
search: 2D structural search and search by 2D struc-
tural fragment (exact structure, coordination num-
ber of metal and its environment at atomic or molec-
ular level, chelate cycles presence and chelate cy-
cles size etc.); methods of researches (X-Ray, NMR,
H-NMR, IR, UV, ESR, Raman spectroscopy, lumines-
cence, dichroism, magnetochemistry, electrochem-
istry, thermodynamics and kinetics of complexation);
unique biological, physiological and pharmacotogi-

cal properties; application of coordination compounds
in various areas of chemical technology, including
analytical application; ecological aspects of complex-
ation (extraction, separation, including clearing from
radioactive pollution and heavy metals).

Basa panHbix (B4) BUHUTU “KoopavHaunoHHbie
coeanHeHua n komnnekcoobpasosanue” peanuso-
BaHa nog WINDOWS 3.x/95/98 Ha ocHOBe opuru-
HanbHOM nporpamMmHon obonoyku. NMporpammHbe
cpencTea NO3BOASIOT XPaHUTb, NMPOCMATPUBATL, NPo-
BOAUTHL MOUCK ¥ pacnedaTbiBath Cnegyowmne gaHHble:
2D cTpyKTypHyio dopMyny BeuiecTea, 6pyTTo-dop-
Myny, Ha3BaKkue BelecTBa, KNOYEeBble CNosa, HoOMep
pedepara PX Xumua, Gubnvorpadudeckue paHHble.
B/l BbinyckaeTcs exekBapTanbHO NO pasaeny csof-
Horo Toma PXX “HeopraHunyeckas xummsi. Komnnex-
CHble coeanHenuns. Papnoxumus”. ExxerogHoe nonon-
HeHue B[ coctaenser 20 Thicay cTpykTyp. BA npe-
NOCTaBAReTCA Ha amcketax u komnakr-guckax (CD-
ROM). B npeacTtaBnseT MHTEPEC OIS Y4eHbIX, pa-
GoTalowmx B 06nacTy pyHAAMEHTANbHOW Hayku, Ans
pas3paboTHNKOB TEXHOMOrWA, 3aHATLIX B NMPOMbILLINEH-
HOCTW, a Takke 4N19 NIoAEeN, pelaowmx 9KONOrnyYec-
xue npobnemsi.

Basza maHHbIX MOXET cnyxuTb nnardopmoin ans
COBPEMEeHHbIX UCCReaoBaHnii, NPesoCTaBNAs NOSMb30-
BaTenio yHuKanbHbie BO3MOXHOCTM noucka nHop-
Maumm NoO pasnM4HbIM acnekTam: CTPYKTYPHbIA 1 noa-
CTPYKTYPHbI nouck (2D cTpykTypa, K.4. MeTtanna u
€ro aToOMHOEe M MONEKYNSipPHOE KOOpAWHAUMOHHOE
OKPYXEHWe, Hanuuue ¥ BeNVYMHa XenaTHbIX UMKNOoB);
MeToAbl UCCNefoBaHuii KOOPAMHAUMOHHBLIX CoeauHe-
Hui (K.C.) (PCA, AMP, 3MNP, MMP, UK, KP, Y® v ap.,
NIOMUHECUEHUMSA, ANXPOU3M, MarHeTOXUMURA, 3NeKT-
poOXuUMMKA, TEPMOSUHAMMKE U KUHETKa KOMMNIEKCo-
06pa30BaHnNg); yKasaHue yHuKanbHbix Buonorudec-
Kux, oumsanonornyeckmux n Gapmakonormyeckmx
ceovicTs; npumeHeHne K.C. B pasnmuHbix obnactsx
XUMUYECKON TEXHOMOrMY 1 3KONOrnn.
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