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Today, nanoparticles (NPs) have a wide range of applications in different aspects of human life. However, due to unique 
properties of NPs they could be harmful to the environment and humans. Therefore, it is a crucial role of scientists to 

uncover potential side effects of nanoparticles, inform the public, and provide solutions to the possible problems. There are 
various experimental techniques that are used to study different properties of nanomaterials, including their toxicity. However, 
such techniques are expensive to use and time consuming. There is a necessity to develop alternative methods, easy to use, 
fast, and efficient.  Computational chemistry provides diverse tools that could evaluate molecular interactions among various 
species including nanoparticles and models of different biological species, and predict their properties and biological activities. 
The talk will be devoted to discussion of new challenges that nanomaterials create for the society. A part of the lecture will cover 
development of novel computational approaches, appropriate for evaluation of properties and activities of nanostructures. 
Current status of Nano-QSAR models will be discussed. The obtained results could be used as a first step in developing 
mechanisms that explain complex interactions of nanomaterials with biomolecules. 
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