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Q-Chem is a comprehensive ab initio quantum chemistry package, with capabilities ranging from basic DFT/HF calculations to high level post-HF correlation methods.  The program run well on various platforms from single PC to supercomputers.    At this conference, we will:

· Present new features in the coming release of Q-Chem 3.0, especially on how computational costs have been significantly reduced for various models and on the performance of the program on parallel computers.

· Present new numerical solutions for Coulomb and DFT exchange-correlation computations that take advantage of different resolutions among basis functions.

[image: image1.jpg]QO-CHEM




The Design Center

5001 Baum Boulevard, Suite 690

Pittsburgh, PA  15213   USA

Phone: +1 412.687.0695

E-mail: jkong@q-chem.com

www.q-chem.com

[image: image2.jpg]



