S8 Fig. Comparison between the conformational combinations of facing phosphate linkages extracted from C-MDs
or based on NMR data.
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The percentages of BI*BII|BII*BI and BII*BII combinations (C%) of facing phosphates are plotted along the four

dodecamer sequences. These percentages were extracted from C-MDs (red and dark red bars, stacked, for

BI-BII|BII*BI and BII*BII, respectively). Here, they were compared with the percentages calculated in the regime

of independence of the conformational states of facing phosphates with equations (2) and (3) (text section ‘“New

insights from the simulations: independence of the states of facing phosphate groups.”) and the experimental data

(black and grey bars, stacked, for BI*BII|BII*BI and BII*BII, respectively).
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