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With the emergence of computing platforms that are a hundred teraflops, and with 
petascale computing platforms on the horizon, computational chemistry (and 
computational chemistry software) is on the verge of entering a new era of modeling. 
These huge computing resources will enable researchers to tackle scientific problems that 
are larger and more realistic than ever before, and to include more of the complex 
dynamical behavior of nature. In this presentation we will discuss the extensive suite of 
capabilities available in NWChem, and the scalability of the software on large scale 
computing platforms. NWChem is DOE’s premier quantum chemistry software 
developed at the Environmental Molecular Science Laboratory at Pacific Northwest 
National Laboratory, and is freely available to the scientific community. 
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