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We have developed a GPU-accelerated FMO (fragment molecular orbital) method program called
OpenFMO. In this project, toward the efficient application of the OpenFMO program to biological
electron-transfer (ET) reactions, we have studied the photoactivation process in class II and III DNA
photolyases by using the combined method of GPU-accelerated molecular dynamics (MD) simulations
and FMO calculations. Our simulations confirmed that an efficient ET reaction can occur through a
triad of tryptophan (TRP) residues which were newly found by recent X-ray crystal structure

studies.
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