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Abstract; The molecular chaperone Hsp40 functions as a dimer to regulate non-native polypeptides folding. In this
study, we have performed steered molecular dynamics (SMD) simulation to investigate the dissociation process be-
tween the B14 ~ 315 and domain 11l in yeast Hsp40 homologue Ydjlp C-terminal dimer, and further investigate the
important residues and intermolecular interactions that influencing Ydjlp dimer stability. Our data indicate that res-
idues Thr366 . Asp368 | Cys370 . Leu372 and Phe375 is critical for Ydjlp dimer formation; Residues Thr366 and
Asp368 form hydrogen bond with residues Asp291, Trp292 and Trp292, Lys294 respectively. Residue Asp368
forms salt bridge with residue Lys314, and residues Cys370, Leu37 and Residue Cys370 Leu372 and Phe375 form
hydrophobic interaction with certain residues in domain-III to stabilize Ydjilp dimer structure.
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Fig. 1 (A) The RMSD as a function of simulation time (B) B-folding and stretching area Model diagram
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Fig. 2 Time dependence of the interaction energy between the B-folding

and domain-III regions during the SMD simulation
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(B) The salt bridge distance between Asp368 and Lys314 as a function of SMD simulation time
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