	Structure
	Protomer-Protomer RMSD (Å)
	Dimer-Dimer RMSD (Å)
	PALES Correlation Coefficient

	2KLR
	2.403 (1.637)*
	5.580 (3.90)*
	0.711

	2WJ7
	1.737 (1.04)*
	2.258 (2.042)*
	0.81

	3L1G
	1.904 (1.088)*
	3.67 (3.275)*
	0.577

	4M5S
	1.913 (1.164)* 
	6.096 (4.77)*
	0.649


[bookmark: _GoBack]Figure 1-Source data 1.  Root Mean Square Deviations (RMSDs) between the solution structure and published structures and the correlation between calculated and experimental RDC values (PALES Correlation Coefficient) are listed. 2KLR: Solid-state NMR structure; 2WJ7:crystal structure at pH 9.0; 3L1G:crystal structure at pH 4.6; 4M5S: crystal structure at pH 6.0.


*Values in parentheses indicate RMSDs calculated without including the loop regions between the β-strands. Protomer-protomer and dimer-dimer RMSDs between 2KLR and solution structure ensembles are the averages between all the pairwise combinations of all the structures in the ensemble.  RMSDs between the solution structure ensemble and the crystal structures, 2WJ7, 3L1G, and 4M5S are the average of the all the pairwise RMSDs between the ten structures in the ensemble and the crystal structure. 
