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Figure 6: Supporting Information: Cross-validation test. Comparison between ln(P exp)
(blue and green dots) and ln(P sim) (red line) calculated by leaving out three (A), seven (B),
or 13 (C) ln(P exp) values, respectively, out of a total of 26 available. The ln(P exp) values left
out are indicated by green dots. The black dashed line connects ln(P sim) values of the EIS.
The coefficients of correlation for the residues not used as restraints are 0.98, 0.91 and 0.83,
respectively, when compared to the results obtained using the original list of 26 protection
factors.
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