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The research efforts of our group concentrate mainly on the development of new 
approaches ultimately geared towards the accurate modeling of enzymatic reactions.  These 
systems require the development of new methods that will allow us to tackle such large 
molecular systems.  These advances are being implemented within our own research group's 
density functional software package.  Following a brief description of the conventional 
methodology, we will present recent advances in linear scaling methods, coupled QM/QM 
methods, coupled QM/MM methods, and the inclusion of thermal effects by hybrid Monte 
Carlo and molecular dynamics approaches. 
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