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e Key residue groups with high covariance in motion that brings the two NBDs close to each
other are identified, which provides an important insight into the design of drugs.
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e Bottom view of NBD from PCA showed that two NBDs rotate in opposite directions, which
resulted in the occurring of the asymmetric fashion of the NBD dimerization.
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How ligand binding affect conformation changes? e All RMSDs converged well to around 2-4 A and NBDs have

relatively smaller RMSDs than that of TMDs implied that
How do mutations affect transport activity? o v the ATP molecules acts as a molecular glue on the NBD- a reduced basal ATPase activity.
e NBD interface to stabilize their dimer structure.
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\ red to function? intermediate could be identified from each pathway? Are the intermediates different for different substrates GSH and
changes related to function: L“"""j Y”S o 20143431133 GSSG? Study the binding affinity of GSH-bound protein as well as its mutants and thus whether be able to predict the
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