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Figure S1. Molecular electrostatic potential map for 5-iodocytosine (CI) showing the electropositive 
crown of the highly polarizable iodine atom involved in halogen bonding interactions. The electrostatic 
potential surface was generated by mapping the electrostatic potential onto the  molecular electron 
density surface (0.002 electron/Å3). The molecular electrostatic potential energy values range from -25 
kcal/mol for values of negative potential (red) to +25 kcal/mol for values of positive potential (purple). 
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Figure S2. Hydration of the polyamide-DNA complex. 
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Figure S3. Local base-pair step parameters for DNA in the absence and presence of polyamide. 
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Figure S4. Local base-pair parameters and sugar pucker values for DNA in the absence and presence of 

polyamide. 
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Figure S5. Local base-pair helical parameters for DNA in the absence and presence of polyamide. 
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Table S1. DNA sequence alignment for GR crystal structures from the literature. 

 

 


