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[Abstract] Since oxygen binding affinity of Hemoglobin (HbA) is repressed under presence
of chloride ions (CI"), interaction between HbA and CI™ has been supposed to stabilize HbA in
T state. To explain the mechanism from molecular point of view, the two hypotheses are
proposed so far: one is site specific interaction and the other is non-site specific interaction.
However, it is not determined that either actually works. In this study, we employed molecular
dynamics simulations for HbA in KCI solution. We examined frequency of contact between
Cl~ and amino acid residues in HbA, and also the effect of ClI~ on stability of T state.
Considering ClI~ dependence on these properties, we address to clarify the molecular basis of
HbA functional regulation of Cl .
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Fig. 3. Distribution of the RMSD.



