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Breast cancer is a major health problem among women
in the world. The successful treatment of this disease is
limited by the fact that essentially all breast cancers
become resistant to chemotherapy. Therefore, there is a
need to design new chemotherapeutic agents able not
only to target breast cancer but also to display increased
efficacy and overall decreased systemic toxicity. Plati-
num (II) complexes are widely used in cancer che-
motherapy. The most important platinum-based drugs
are cisplatin, carboplatin, the first platinum (II) deriva-
tives entering the market, and more recently oxaliplatin,
nedaplatin, iobaplatin, heptaplatin and picoplatin The
computer-aided calculations are commonly applied to
rational design of many pharmacological group of drugs.
Platinum based cytostatics are one of the exceptions.
The correlation between antiproliferative activity and
molecular descriptors of Pt-drug analogues of clinically
used complexes are present in this work. The main goal
of this study was to show the relations between hydro-
phobicity and biological activity in the series of neutral
platinum (II) and platinum(IV) complexes. The object of
the study is several groups of analogues of oxaliplatin
and picoplatin complexes, with N-donors ligands (ami-
dines, adamantines and memantines). The influence of
the type and the positions of the substituents on the
conformational energies and thermodynamic stabilities
of a series of platinum (II) and platinum (IV) complexes
has been studied by molecular mechanics. The calcula-
tions were carried out for the ligand conformations. The
obtained energies and thermodynamic stabilities are in
agreement with experimental data on the reactivity and
antitumor activity of the compounds.

Acknowledgements
The authors wish to acknowledge with gratitude the financial support by
the Technical Agency of the Czech Republic (Grant TACR TA020107).

Author details
1ICT - Prague, Technická 5, 166 28 Prague, Czech Republic. 2Institute of
Microbiology, Academy of Sciences, Vídeňská 1083, 142 20, Prague 4, Czech
Republic.

Published: 22 March 2013

doi:10.1186/1758-2946-5-S1-P52
Cite this article as: Kacer et al.: Pt(II) and Pt(IV) complexes with large
hydrophobic ligands: a study of new potential cytostatics. Journal of
Cheminformatics 2013 5(Suppl 1):P52.

Open access provides opportunities to our 
colleagues in other parts of the globe, by allowing 

anyone to view the content free of charge.

Publish with ChemistryCentral and every
scientist can read your work free of charge

W. Jeffery Hurst, The Hershey Company.

available free of charge to the entire scientific community
peer reviewed and published immediately upon acceptance
cited in PubMed and archived on PubMed Central
yours     you keep the copyright

Submit your manuscript here:
http://www.chemistrycentral.com/manuscript/

* Correspondence: Petr.Kacer@vscht.cz
1ICT - Prague, Technická 5, 166 28 Prague, Czech Republic
Full list of author information is available at the end of the article

Kacer et al. Journal of Cheminformatics 2013, 5(Suppl 1):P52
http://www.jcheminf.com/content/5/S1/P52

© 2013 Kacer et al.; licensee BioMed Central Ltd. This is an Open Access article distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/2.0), which permits unrestricted use, distribution, and reproduction in
any medium, provided the original work is properly cited.

mailto:Petr.Kacer@vscht.cz
http://creativecommons.org/licenses/by/2.0

	Acknowledgements
	Author details



