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Figure S4. Variance of calculated SXD patterns with respect to experimental data plotted 
for individual MD conformers as a function of the simulation trajectory.  An index of 
SXD detected conformational types was developed by scoring the individual conformers 
by the difference in the number of diffraction peaks resolved in the SXD pattern 
calculated for each conformer compared to the number diffraction peaks resolved in 
experiment plus the RMSD in peak positions with respect to data using the function:  
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where M is the mis-match in number of peaks resolved in calculated and experimental 
(d(A)20, 3oC) SXD patterns, and the second term is the variance in peak positions.  The 
inset shows the distribution of conformers with 0, 1, 2, and 3 peak mis-matches during 
the A10.1 MD trajectory comprising 21.8%, 58.2%, 17.6%, and 2.4% of the ensemble 
respectively.   Conformers with M = 0 represent those having the closest accord to 
experiment.   The main plot in Figure S4 shows an expansion of the variance for 
conformers having the same number of SXD peaks as data used to produce the subset in 
Figure 3.  The time interval between two adjacent MD structures is 5 ps.   
 




