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Anotace prednasky:

Ab initio quantum mechanical methods have been used to predict properties of
matter and chemical reactions on atomic level. We will show how the quantum
chemistry methods can be used to assess the effect of local environment on
interaction between water molecules and structures of simple clusters of water,
ammonia, and HF. We will also show how different kinds of ions bind to graphene.
Finally, usage of ab initio methods for structures of COSAN ion will be demonstrated.
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