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Figure captions

Fig. S1. (a) The total PNC and AMBER charges of individual nucleotide of G-DNA (left). the Amber

result is given by the black line and red line stands for the result of PNC. (b) Some calculated

PNC atomic charges of G-DNA (right).

Fig. S2. (a) The fluctuations of the backbone angle(α) as a function of time. Red line is for PNC

charge, black for AMBER and yellow for XRD. (b) The fluctuations of the backbone angle(γ)

as a function of time. Red line is for PNC charge, black for AMBER and yellow for XRD.

Fig. S3. (a) the structure of loop (T5-T6-T7-T8) under PNC charges aligned with the XRD structure,

green color for XRD and pink for PNC. (b) the structure of loop (T17-T18-T19-T20) under

PNC charges aligned with the XRD structure, green color for XRD and pink for PNC. (c)

the structure of loop (T5-T6-T7-T8) under AMBER charges aligned with the XRD structure,

green color for XRD and purple for PNC. (d) the structure of loop (T17-T18-T19-T20) under

AMBER charges aligned with the XRD structure, green color for XRD and purple for PNC.

Fig. S3. (a) The fluctuations of the backbone angle(α) as a function of time. Red line is for PNC

charge, black for AMBER and yellow for XRD. (b) The fluctuations of the backbone angle(γ)

as a function of time. Red line is for PNC charge, black for AMBER and yellow for XRD.

Fig. S4. (a) Binding pattern for the stem-loop junction ion K26. Black dash lines indicate the distance

of O4’@T8-K26 and O2’@T7-K26. (b) Binding pattern for the stem-loop junction ion K27.

Black dash lines indicate the distance of O4’@T20-K27 and O2’@T19-K27.

Fig. S5. (a) Distance of K26 and the oxygen atoms in T8 and T7. Black line indicates the distance of

O4’@T8-K26, with red for O2’@T7-K26. (b) Distance of K27 and the oxygen atoms in T20

and T19. Black line indicates the distance of O4’@T20-K27, with red for O2’@T19-K27.

Fig. S6. (a) Projected force along the direction of the channel (vector Vc) on stem-loop junction ion

K27 as a function of simulation time. Red lines stands for the changes under PNC. Black line
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is the changes under AMBER charges. Green color describes the average force of AMBER

charges, while blue one for PNC. (b) The same as in (a) but for K26. (c) F27 and F26 is,

respectively, the total force on K27 and K26. The vector Vc denotes the direction of the

channel.

Figure S1

S3

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



  

Figure S2

S4

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



  

Figure S3

Figure S4

S5

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



  

Figure S5

S6

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



Figure S6
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