
http:// nanokvazar.ru/

Department of Molecular Modeling,
Education and Research Institute of Nanostructures and Biosystems

Chair of Radiotechniquesand Electrodynamics,
Physical Department



Hierarchy of modeling approaches: atom ïmolecule ïmesosystem ïcontinuous media

Fermeglia M., Pricl S. Prog Org Coat; 5: 187ï99 (2007) 

Project KVAZAR ïflexible tool of multiscale computer modeling of nano

and bioobjects and devices on its basic that is based on effective 

combination of modern approaches of quantum mechanic, molecular 

modeling and informational technologies
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Atomistic model of endothelial receptor ïcadherin (Protein Data Bank, PDB),

on the base of which coarse-grained model in software «KVAZAR » was created
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Coarse-grained model of cadherin. 

Time of modeling ï5 ns, T=310 K.


