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ES : AWATI, @EREEWE Prrococous horikoshii BRT AR 7 X B~
—REEEAMA~D D-Asp DRV AHMEREFTRHEL T2l —a VML
D-hsp MUSOREE T, BBELEAICLY Lys1od QIOEHRREFITESL, ®iT
D-hsp EROBERT & Arg18 ABOERFATOBBHAFEAICL 2T, Lysied b
D-hsp BRFWEND, TLTIOHMEEABRENLEE, Cysi2, Crs19d OEEE
FMIZ D-Asp B Ko ¥ 7 ENBZ EBRbNER T, ZOBER, Kz S#E
Lz l-Asp & PhAspR @ F & VBB L ZERED LOThoT

Abstract : In this study, we have pufnlmed MD simalaton of aspartate racenuase from o
hiyperthermophilic archacon, Pyrococcus horikoshii, (PhAspR) for capluring the substrate,
At first, the side chain of D-Asp was atracted to the side chain of Lys164 by dectrestatic
interaction. D-Asp was then transferred to Arg48. Keeping electrostatic interaction with
Arg48, D-Asp entered the catalytic sitc between Cys#2 and Cys194. The docking pathway
was almost same that for L-Asp.

%—T'— F: Deamino acid, rcemase, molecular dynam

ics. docking, hypertehrmaphile
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