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Figure S1. Resp charge distributions and atom types of the 2´-O-cyanoethyl and 2´-O-methoxyethyl 

groups. 

 

 

 
Figure S2. Force field parameters for the 2´-O-cyanoethyl group. The others (2´-OMe and 2´-OMOE) did 

not need additional force field parameters. 
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Figure S3. Rms deviations for all atoms except for 2´-O-modified groups and H atoms in modified or 

unmodified U14/A14 duplex during MD simulations. The vertical dashed lines denoted each data collection 

area. 
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Figure S4. Rms deviations for all atoms except for 2´-O-modified groups and H atoms in modified or 

unmodified duplex (mixed sequence) during MD simulations. 
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TABLE S1: Detailed Data of Base-pair Step Deformability 

 

 

TABLE S2: Detailed Data of Rotation, Translation, and Product Deformability 
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Figure S5. Histograms of pseudorotation angle of each base-pair step. 
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TABLE S3: Deformability of sugar puckering. 

 
 

 

TABLE S4: Detailed Data of Base-pair Step Deformability 
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Table S5: Relationship between Deformability and Tm Value. 

 
 

 

 

Figure S6. Relationship between the deformability and nearest neighbor parameters.1 
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