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ÒÅÇÈ ÊÎÍÔÅÐÅÍÖ²¯ / ABSTRACTS OF CONFERENCE

In the crystal, weak C–H•••Cl hydrogen bonds link the
molecules into supramolecular chains running along the b
axis. The piperidine ring is disordered over two positions
with the occupancy ratio of 0.528.

Summary. Òhe synthesis of dichloridobis[3-(4-
methoxyphenyl)-2-methyl-5-(piperidin-1-yl)-2,3-dihydro-
1,2,4-oxadiazole-kN4]platinum(II) was achieved and its
structure, as well as properties for potential application in
medicine, were researched. Characteristics of ligand
coordination and molecular structure of the synthesized
complexes were analyzed by means of X-ray studies,
KappaCCD diffractometer, MALDI mass spectroscopy and
IR spectroscopy.

__________________

ALTERNATIVE CLUSTERING ALGORITHM
FOR SOLVING PROBLEMS OF QUALITATIVE

CHEMICAL ANALYSIS

Y. Pushkarova a, P. Kholodnyuk b

Scientific supervisor: Professor Yu. Kholin,
ScD. in Chem.

Bogomolets National Medical University

 a Department of Medical and General Chemistry
(Head of Department: Professor V.O. Kalibabchuk,
ScD. in Chem.)
Kyiv, Ukraine
b V. N. Karazin Kharkiv National University

Materials Chemistry Department
Kharkiv, Ukraine

Actuality. In recent years, one can consider the
qualitative chemical analysis as a discrimination,
classification or identification of different samples.
Classification is widely used to extract useful information
from multivariate experimental data for foodstuff, drugs,
environmental objects, materials, substances, industrial
wastes, etc. In the supervised classification, a researcher
allocates objects from the training subset between the pre-
determined classes, and this assignment is used to build the
classification rules. In the unsupervised classification no
training data are needed, but the number of classes should
be specified.

The aim, methods and materials. We suggest a new
clustering procedure based on the combination of the
unsupervised Kohonen and supervised probabilistic
artificial neural networks (PNN). The Kohonen network is
used to determine the number of classes and to form the first
training set for PNN. The probabilistic neural network is
used to classify the objects which were not included to the
first training set. Proposed procedure does not require any a
priori information about the number of classes and the
patterns in the training set. Its capability has been
demonstrated for the data sets for testing clustering and
classification algorithms (for example, iris flower data set and
wine data set: http://archive.ics.uci.edu/ml/datasets), for the

classification of water samples from different Kharkiv
springs and rivers and for the set of solvents, which have
been classified into eleven classes based on nine physical-
chemical characteristics.

Results. Proposed procedure is more effective than
widely used clustering methods, namely, k-means, fuzzy
k-means, different types of hierarchical cluster analysis.

Summary. The novel classification procedure based on a
combination of the Kohonen and the PNN has been
developed. It combines advantageous features of
supervised and unsupervised classification methods.

__________________

ÎÖ²ÍÊÀ ÂÈÊÎÐÈÑÒÀÍÍß ÏÎÂÅÐÕÍÅÂÎ-
ÀÊÒÈÂÍÈÕ ÐÅ×ÎÂÈÍ Â ßÊÎÑÒ²

ÌÎÄÈÔ²ÊÀÒÎÐ²Â ÏÎÂÅÐÕÍ² ÑÀÏÎÍ²ÒÎÂÈÕ ÃËÈÍ

EVALUATION OF THE USE OF SURFACE-ACTIVE
SUBSTANCES AS MODIFIERS OF SAPONITE

CLAYS SURFACE

Áàöþí À.Ñ. / A. Batsun

Íàóêîâèé êåð³âíèê: ê.õ³ì.í., äîö. Î. Î. Êîñòèðêî

Íàö³îíàëüíèé ìåäè÷íèé óí³âåðñèòåò
³ìåí³ Î. Î. Áîãîìîëüöÿ

Êàôåäðà ìåäè÷íî¿ òà çàãàëüíî¿ õ³ì³¿
(çàâ. êàô.: ä.õ³ì.í., ïðîô. Â.Î. Êàë³áàá÷óê)
ì. Êè¿â, Óêðà¿íà

Îäíèì ç íàéá³ëüø åôåêòèâíèõ ñïîñîá³â âèäàëåííÿ ç
ñò³÷íèõ âîä òåêñòèëüíî¿, øê³ðÿíî¿, ïàïåðîâî¿, ïîë³ãðàô³÷-
íî¿, õàð÷îâî¿, ôàðìàöåâòè÷íî¿, êîñìåòè÷íî¿ ïðîìèñëî-
âîñò³ ÿê îðãàí³÷íèõ, òàê ³ íåîðãàí³÷íèõ çàáðóäíþâà÷³â º
çàñòîñóâàííÿ àäñîðáö³éíèõ ìåòîä³â, íåäîë³êîì ÿêèõ º âè-
ñîêà âàðò³ñòü àäñîðáåíò³â òà ñêëàäí³ñòü ¿õ ðåãåíåðàö³¿. Ñå-
ðåä äåøåâèõ ñîðáåíò³â ãëèíèñò³ ìàòåð³àëè çàéìàþòü ïðî-
â³äíó ïîçèö³þ. Ç áàãàòüîõ ïðèðîäíèõ àëþìîñèë³êàò³â
áåòîí³òîâ³ (ñàïîí³òîâ³) ãëèíè çíàéøëè ïåðåâàæíå çàñòî-
ñóâàííÿ.

Äîñë³äæåííÿ àäñîðáö³éíèõ âëàñòèâîñòåé ïðèðîäíîãî
ñàïîí³òó òà ìîäèô³êîâàíîãî ðîç÷èíàìè ð³çíèõ êëàñ³â
ÏÀÐ (íå³îíîãåíí³-ÏÅÃ-4000; àí³îíàêòèâí³-LAS-80 òà êàò³î-
íàêòèâí³-Áàðâàì³ä) ïðîâîäèëè øëÿõîì âèâ÷åííÿ àäñîðá-
ö³¿ ³ç ðîç÷èí³â áàðâíèê³â ïðÿìîãî ÿñêðàâî-îðàíæåâîãî òà
ìåòèëåíîâîãî áëàêèòíîãî. Ïðîâåäåí³ äîñë³äæåííÿ ïîêà-
çàëè, ùî ïðèðîäí³é ñàïîí³ò º åôåêòèâíèì ñîðáåíòîì äî
îðãàí³÷íèõ ñïîëóê êàò³îííîãî òèïó, à ùîäî áàðâíèê³â
àí³îííîãî òèïó, òî ñïîñòåð³ãàºòüñÿ ¿õ íåâèñîêà àäñîðáö³ÿ.
Ïðè ïðîâåäåíí³ ìîäèô³êàö³¿ êàò³îíàêòèâíèìè, àí³îíàê-
òèâíèìè, íå³îíîãåííèìè ÏÀÐ ñïîñòåð³ãàºòüñÿ ï³äâèùåí-
íÿ ñîðáö³éíî¿ çäàòíîñò³ ïî â³äíîøåííþ äî àí³îííèõ áàðâ-
íèê³â. Íàéâèùà – ïðè çàñòîñóâàíí³ â ÿêîñò³ ìîäèô³êàòîð³â
ÊÏÀÐ – â 2,4 ðàçè; ïðè âèêîðèñòàíí³ ÀÏÀÐ òà ÍÏÀÐ –
â 1,9 ðàç³â. Ïðè ïðîâåäåíí³ àäñîðáö³¿ ç âîäíèõ ðîç÷èí³â áàð-
âíèê³â êàò³îííîãî òèïó òàêîæ ñïîñòåð³ãàºòüñÿ íåçíà÷íå
ï³äâèùåííÿ ñîðáö³éíî¿ çäàòíîñò³, ùîíàéá³ëüøå â 1,4 ðàçè.


