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Abstract:
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lel-.ld-ln, fe\ remarkably stable molecul_e VYIth blood antlcof';\gfjlant act|V|_ty, _|s the r_nosF pptent _thrombm}@‘??(PEG)@’E’rﬁ; VT L T
inhibitor in nature. But the short half life in blood plasma limits the application of hirudin in medical care. S R
PEGylation is widely used to prolong the half life of proteins and peptides in plasma. However, the AR AR FE
potential PEGylation sites of hirudin are numerous and it is difficult to confirm the actual PEGylation PubMed

sites. In this paper, based on our experiment results of PEGylated hirudin in solution phase PEGylation

and on-column PEGylation, hirudin and hirudin/thrombin complex had been simulated using molecular

dynamics to predict the Lys PEGylation sites of hirudin. The results show that during the liquid-phase

PEGylation, lysine residues are easy to be PEGylated except for Lys47, while during the solid-phase

PEGylation, only Lys35 and Lys27 are easy to be PEGylated. And the PEGylation product can be stable

when Lys35 is chosen to be the PEGylation site.
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