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Figure S6. Comparison of the experimental SXD pattern for the Drew-Dickerson DNA 

duplex, d(CGCGAATTCGCG)2, with those calculated from NMR and MD models.  The 

top trace is the experimental data, the middle trace calculated from the NMR model 

(Kuszewski, J., Schwieters, C. & Clore, G. M. (2001) J. Am. Chem. Soc. 123, 3903-3918, 

Protein Databank entry 1gip), the superimposed lower traces show SXD patterns 

calculated from the individual MD conformers (black lines) and ensemble average (red 

line).  Experimental SXD and NMR model-calculated SXD patterns were vertically offset. 




