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The purpose of this project is the evaluation of GPGPU original high-performance QM software
developed using CUDA on TSUBAME. The original software “XA-CUDA-QM” is developed for add-on
to all sorts of QM softwares, and accelerate ERI etc. We tried to connect the software to famous QM
softwares for the purpose of FMO Acceleration, and evaluate both of GAMESS + XA-CUDA-QM and
original GPGPU FMO/RI-MP2 + Gaussian + XA-CUDA-QM.
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