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Multiscale Simulations of Carbon Nanotubes and Liquids PET-
ROS KOUMOUTSAKOS, ETH Zurich — We present molecular dynamics and hy-
brid continuum/atomistic simulations of carbon nanotubes in liquid environments
with an emphasis on aqueous solutions. We emphasize computational issues such as
interaction potentials and coupling techniques and their influence on the simulated
physics. We present results from simulations of water flows inside and outside doped
and pure carbon nanotubes and discuss their implications for experimental studies.
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