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On the basis of the complex crystal structure of transport inhibitor response 1(TIR1) and indole-3-acetic AR AR FE
acid(l1AA) obtained recently, systematic docking and molecular dynamics studies of interaction between PubMed

auxin IAA and TIR1 have been performed using autodock 3.0 and NAMD 2.5 packages. The docking
results indicate that the co-factor InsPg and central water molecule play important roles in binding to

Abstract:

the TIR1 pocket for auxin IAA correctly. The complex of TIR1 and auxin IAA was stable during the MD
simulation, and stable hydrogen bond interaction had been formed between two water molecules which
acted as central water molecule one after the other with auxin IAA. The interaction between auxin IAA
and active residues around binding site was a little different from that in crystal structure.
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