
Figure 11. Residues assigned as PPII DSSP. Frequencies of PPIIDSSP assignments during course of MD simulation shown for (a) the whole protein
and (b) the PPII associated long loop (see Figure 10). The positions initially assigned as PPIIDSSP are shown in purple.
doi:10.1371/journal.pone.0018401.g011
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wherenobs
i,j is the observed occurrence number of amino acidi in

position j for a given secondary structure andnth
ij the expected

number. The expected frequency is given by the product of the
occurrences in positionj with the frequency of occurrence of
amino acidi in the entire databank. Positive Z-scores correspond
to overrepresented amino acids and respectively negative z-score
for underrepresented; threshold values of 4.42 and 1.96 were
chosen (probability less than 102 5 and 5.102 2 respectively) to
assess the significance.
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