
Table 2: Values of Rfree (as a percentage; upper value in each cell) and -LLfree (lower value) obtained for a 

matrix of value pairs of WBiso and WX-ray relative to the respective global minimum values of Rfree and -LLfree 

(0.2071 and 7421.9) for the 2UV4 data.  The global minimum in Rfree is located at WBiso = 0.29, WX-ray = 

0.95, and the global minimum in -LLfree is located at WBiso = 0.17, WX-ray = 1.40. 
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