
Journal Name

ARTICLE

This journal is © The Royal Society of Chemistry 20xx J. Name., 2013, 00, 1-3 | 1 

Please do not adjust margins

Please do not adjust margins

Electronic supplementary information

-25.0 -15.0 -5.0 5.0 15.0

-33.0

-28.0

-23.0

-18.0

-13.0

-8.0

-3.0

-2.0 -1.5 -1.0 -0.5 0.0 0.5 1.0 1.5

angular parameters []

IIE
 [k

ca
l/

m
ol

]

distance parameters [Å]

Shear Stretch Stagger
Buckle Propeller Opening

Fig.S7. The diversity of intermolecular interaction energy of canonical G-C 
pair in conformations characteristics to B-DNA double helix. Black lines 
represent variations of IIE as a function of displacement parameter, while 
grey curves stand for angular parameters. The corresponding energy of the 
ground state level (after full optimization) is denoted by dashed line. The 
dotted line represent the IIE without correction for monomer geometry 
relaxation.
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Fig.S8. Scan of the relative intermolecular interaction energies of canonical guanine 
with 5-modified cytosine derivatives as a function of hydrogen bonding separation 
parameters defining. The reference points corresponds to values characterizing G-C 
pair documented in Fig.7. The positive values indicate lower pairs stability compared to 
analogical conformations of canonical G-C pair.
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Fig.S9. Scan of the relative intermolecular interaction energies of canonical guanine 
with 5-modified cytosine derivatives as a function of hydrogen bonding angle 
parameters defining. The reference points corresponds to values characterizing G-C 
pair documented in Fig.7. The positive values indicate lower pairs stability compared to 
analogical conformations of canonical G-C pair.


