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In this study, we have performed MD simulation of aspartate racemase from a

hyperthermophilic archaeon, Pyrococcus horikoshii, (PhAspR) for capturing the substrate,
At first, the side chain of D-Asp was attracted to the side chain of Lys164 by electrostatic
interaction. D-Asp was then transferred to Arg48. Keeping electrostatic interaction with
Arg48, D-Asp entered the catalytic site between Cys82 and Cys194. The docking pathway

was almost same that for L-Asp.
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