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Multiscale modelling of complex systems

Computer simulations are important scientific tools to understand the emergence of collective properties
from chemical structures in complex molecular systems. It has helped us in improving our basic under-
standing and providing calculation tools for the pre-synthesis design and screening of novel materials
for various technologies. In this talk 1 will summarize our efforts in understanding the structure and
dynamics confined fluid, self-assembly and mechanics of various DNA molecules and charge transport
in molecular system.
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