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Abstract

Low-molecular-weight Sulphur (LMWS) containing species play a key role in many biochemical
processes and can be found in a wide variety of organisms including prokaryotes, plants and,
mammals. These special molecules protect living organisms against free radicals and participate in
signal transduction, and the regulation of gene expression. The main purpose of this study is to create
a small molecular library with >100 entries and organize the available information in a smart way
(Figure 1).

Figure 1. Schematic representation of the draft of the poster with the different low-molecular-weight
Sulphur (LMWS) containing compounds and their subgroups.

This will serve as the core of our future database and it will contain the most important structural
and functional properties of LMWS containing molecules. For a selected set of species, a detailed
comparison will be presented based on the calculated properties of the molecules. All in all, the
database could serve as a starting point for the design of new LMWS containing compounds.

The research was supported by the European Union and the Hungarian State, co-financed by the
European Regional Development Fund in the framework of the GINOP-2.3.4-15-2016-00004 project,
aimed to promote the cooperation between the higher education and the industry. BF thanks the
support by the New National Excellence Program of the Ministry of Human Capacities (HU) under the
UNKP-17-4-1-ME/17 project. We thank Maté Labadi and Dr. David Vincze for the administration of the
Herkules computing cluster (University of Miskolc) used in this work. We acknowledge the National
Information Infrastructure Development Program [NIIF] for awarding us access to computational
resources based in Hungary at Debrecen, Pécs and Szeged. Furthermore, the generous support from
the Institute of Chemistry, University of Miskolc is gratefully acknowledged.

Keywords: Thiols; Database; Molecular Modelling; Molecular Library.



