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Relevant Skills

Methods

Molecular Dynamics, Non-equilibrium Molecular Dynamics, Monte Carlo, Extended Ensemble MC (i.e. parallel tempering), Electronic Structure, QM/MM, experienced with force-field development and method development/implementation.

Codes

LAMMPS (C++ MD simulator), DL POLY (Fortran MD simulator), DL EVB and SCI DL EVB (Fortan/C reactive potential MD simulator), Gaussian/Gauss View, VMD (analysis/ molecular visualization). 

Programming

Experienced with Fortran, C++, Linux/UNIX shell scripting.

OS/Computers

Experienced with Linux/UNIX, BSD/OSX, Windows.  Familiar with various message passing implementations, i.e. Open MPI, MPICH, MVAPICH, SGI-MPT, and their use ranging from large scale supercomputer clusters to multi-processor desktops.  Experienced with PBS and LSF batch scripting.

Leadership/Teamwork

As a graduate student I led a portion of my advisor's group focusing on topics in proton transport.  This six-ten member group considered problems ranging from enzymatic catalysis and transmembrane  proton transport to proton conduction in polyelectrolyte membranes.
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