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Ensemble structure determination using multiple measurement data in solution
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We developed two new programs to calculate intermolecular binding affinity
from NMR interaction analysis and applied them to analyze the interactions between GRB2-SOS1 and
Drk-Sos. As a result, it was revealed that the N-terminal SH3 domains of GRB2 and Drk bind more
strongly to SOS than the C-terminal SH3 domains. Based on this, we proposed a molecular recognition
model for SOS by GRB2 and Drk, providing new insights into the LLPS formation mechanism by
GRB2-S0S1. Additionally, using the multi-state structure calculation method, we analyzed the
solution structure of GRB2 and clarified that two of its domains are united while one remains
independently mobile. Furthermore, we analyzed LLPS formation by GRB2 and SOS1 using solution NMR.
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