
ABSTRACT  
I use computer simulations to design 
and model molecular self-‐assembly.  
Here, I present studies that 
rationalize recent experimental 
observations such as formation of 
anisotropic clustering in grafted 
nanoparticles, and a vapor-‐liquid 
transition seen in colloids covered 
by DNA strands with sticky ends. I 
discuss new computational methods 
and design rules that are developed 
for this purpose and the challenges 
and rewards of computational 
simulation.  
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