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Figure S1  Estimation of equivalent fully-occupied number of primary anomalous scatterers, for data 

deposited as either intensities or amplitudes. The horizontal axis is the total anomalous scattering power of 

the gold-standard substructure (f”-weighted sum of squared occupancies of refined sites) and the vertical axis 

is the estimated anomalous scattering power. The dashed black line represents a perfect prediction while the 

solid black line shows the least-squares linear fit of the estimates. Each data point is coloured by the map 

correlation coefficient as shown in the legend. Both axes are plotted on a log10 scale. 
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Figure S2  Estimation of equivalent fully-occupied number of anomalous scatterers for different element 

types. The horizontal axis is the total anomalous scattering (f”-weighted sum of squared occupancies of 

refined sites) and the vertical axis is the estimated anomalous scattering power. Each data point is coloured 

by the map correlation coefficient as shown in the legend. Both axes are plotted on a log10 scale. Only data 

for elements with at least 3 cases and over 75% contribution to the total anomalous scattering power are 

illustrated in this figure. 

 


