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Figure S1: The structure and the calculation results for the DNA bound to the zinc finger
protein Zif268. Panel on the left shows the experimental ∆∆G values against the consensus
force field (with the doubled simulation time) calculation. Panel on the top-right depicts the
average unsigned error (AUE) of the calculations from the experimental results, while panel
on the bottom-right shows correlations between the calculations and experiments.
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Figure S2: The structure and the calculation results for the DNA bound to the zinc finger
protein Zif268 D20A mutant. Panel on the left shows the experimental ∆∆G values against
the consensus force field (with the doubled simulation time) calculation. Panel on the top-
right depicts the average unsigned error (AUE) of the calculations from the experimental
results, while panel on the bottom-right shows correlations between the calculations and
experiments. S3



Figure S3: The structure and the calculation results for the DNA bound to the λ repressor
λR. Panel on the left shows the experimental ∆∆G values against the consensus force field
(with the doubled simulation time) calculation. Panel on the top-right depicts the average
unsigned error (AUE) of the calculations from the experimental results, while panel on the
bottom-right shows correlations between the calculations and experiments.

S4



Figure S4: The structure and the calculation results for the DNA bound to the Trp repre-
sessor TrpR. Panel on the left shows the experimental ∆∆G values against the consensus
force field (with the doubled simulation time) calculation. Panel on the top-right depicts the
average unsigned error (AUE) of the calculations from the experimental results, while panel
on the bottom-right shows correlations between the calculations and experiments.
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Figure S5: The structure and the calculation results for the DNA bound to the protooncogene
c-Myb. Panel on the left shows the experimental ∆∆G values against the consensus force
field (with the doubled simulation time) calculation. Panel on the top-right depicts the
average unsigned error (AUE) of the calculations from the experimental results, while panel
on the bottom-right shows correlations between the calculations and experiments.
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Figure S6: AtERF1. The structure and the calculation results for the DNA bound to the
ethylene responsive transcription factor AtERF1. Panel on the left shows the experimental
∆∆G values against the consensus force field (with the doubled simulation time) calculation.
Panel on the top-right depicts the average unsigned error (AUE) of the calculations from
the experimental results, while panel on the bottom-right shows correlations between the
calculations and experiments. S7



Figure S7: The structure and the calculation results for the DNA bound to the endonuclease
BamHI. Panel on the left shows the experimental ∆∆G values against the consensus force
field (with the doubled simulation time) calculation. Panel on the top-right depicts the
average unsigned error (AUE) of the calculations from the experimental results, while panel
on the bottom-right shows correlations between the calculations and experiments.
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Figure S8: The structure and the calculation results for the DNA bound to the MAT a1/α2
homeodomain. Panel on the left shows the experimental ∆∆G values against the consensus
force field (with the doubled simulation time) calculation. Panel on the top-right depicts the
average unsigned error (AUE) of the calculations from the experimental results, while panel
on the bottom-right shows correlations between the calculations and experiments.
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Figure S9: The structure and the calculation results for the DNA bound to the estrogen
receptor α (ER). Panel on the left shows the experimental ∆∆G values against the consensus
force field (with the doubled simulation time) calculation. Panel on the top-right depicts the
average unsigned error (AUE) of the calculations from the experimental results, while panel
on the bottom-right shows correlations between the calculations and experiments.
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Figure S10: The structure and the calculation results for the DNA bound to the transcrip-
tional activator Ndt80. Panel on the left shows the experimental ∆∆G values against the
consensus force field (with the doubled simulation time) calculation. Panel on the top-right
depicts the average unsigned error (AUE) of the calculations from the experimental results,
while panel on the bottom-right shows correlations between the calculations and experiments.
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Figure S11: The structure and the calculation results for the DNA bound to the endonuclease
EcoRI. Panel on the left shows the experimental ∆∆G values against the consensus force
field (with the doubled simulation time) calculation. Panel on the top-right depicts the
average unsigned error (AUE) of the calculations from the experimental results, while panel
on the bottom-right shows correlations between the calculations and experiments.
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Figure S12: The structure and the calculation results for the DNA bound to the CRO
repressor CroR. Panel on the left shows the experimental ∆∆G values against the consensus
force field (with the doubled simulation time) calculation. Panel on the top-right depicts the
average unsigned error (AUE) of the calculations from the experimental results, while panel
on the bottom-right shows correlations between the calculations and experiments.
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Figure S13: The structure and the calculation results for the DNA bound to the Lac repressor
LacR. Panel on the left shows the experimental ∆∆G values against the consensus force field
(with the doubled simulation time) calculation. Panel on the top-right depicts the average
unsigned error (AUE) of the calculations from the experimental results, while panel on the
bottom-right shows correlations between the calculations and experiments.
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Figure S14: The structure and the calculation results for the DNA bound to the ETS domain
of the transcription factor PU.1. Panel on the left shows the experimental ∆∆G values
against the consensus force field (with the doubled simulation time) calculation. Panel on the
top-right depicts the average unsigned error (AUE) of the calculations from the experimental
results, while panel on the bottom-right shows correlations between the calculations and
experiments. S15



Figure S15: The structure and the calculation results for the DNA bound to the catabolite
gene activator protein CAP. Panel on the left shows the experimental ∆∆G values against
the consensus force field (with the doubled simulation time) calculation. Panel on the top-
right depicts the average unsigned error (AUE) of the calculations from the experimental
results, while panel on the bottom-right shows correlations between the calculations and
experiments. S16



Figure S16: The structure and the calculation results for the DNA bound to the Tus protein.
Panel on the left shows the experimental ∆∆G values against the consensus force field (with
the doubled simulation time) calculation. Panel on the top-right depicts the average unsigned
error (AUE) of the calculations from the experimental results, while panel on the bottom-
right shows correlations between the calculations and experiments.
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Force field comparison

For a better understanding of the error cancellation effects in the concensus force field ap-

proach, we performed a detailed investigation where the discrepancies between Amber99sb*ILDN-

BSC1 and Charmm36m occur. For the concensus approach to yield results more accurate

than those of the individual force fields taken separately, the errors made by the individual

force fields must be pointing in opposite directions. However, this effect is not apparent

when all the analyzed data values are pooled together (Fig S17).

Figure S17: Distributions of the differences between the calculated and experimental ∆∆G
values for the Amber99sb*ILDN-BSC1 and Charmm36m force fields.
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Clearer trends were revealed by dividing the calculated values into groups, where both

force fields were either making an error in the same direction with respect to the experimental

∆∆G, or the errors were of opposite signs (Fig S18). From this analysis it is evident that

for more than 30% of the investigated mutations the force field results disagree in estimating

the ∆∆G values to be smaller or larger than the experimental measurement.

Figure S18: Distributions of the differences between the calculated and experimental ∆∆G
values divided into groups by the direction of an error made by individual force fields with
respect to the experimental value.
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The compensatory effects observed in Fig S18, however, cannot be unambiguously as-

cribed to the individual protein-DNA complexes (Figs S19). It appears that for most of the

systems analysed there is no clear trend for the force fields to yield ∆∆G values that would

disagree in terms of a direction from the experimental measurement.

Figure S19: Distributions of the differences between the calculated and experimental ∆∆G
values depicted for the individual protein-DNA complexes separately.
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While from the distributions of the ∆∆Gcalc-∆∆Gexp (Fig S19) no clear signal could be

discerned, averaging of these differences for every protein-DNA system separately, reveals

several cases where the force fields on average point in the opposite directions from the

experimentally measured values (Fig S20). Namely, for the λR and PU.1 ETS complexes,

Amber99sb*ILDN-BSC1 on average predicts ∆∆G to be too high, while Charmm36m esti-

mates too low ∆∆G values; the situation is reversed for the BamHI and EcoRI complexes.

These systems could potentially be of interest for the further investigation into the differ-

ences between the force fields.

Figure S20: Averages of the absolute differences between the calculated and experimental
∆∆G values for the individual protein-DNA complexes.
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Table S1: Experimental and calculated ∆∆G values for the protein-DNA complexes upon
nucleotide mutation

Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

Zif268

GCGTGGGCGT

CCGTGGGCGT 6.64 ± 1.95 13.16 ± 3.50 4.11 1

GAGTGGGCGT 5.76 ± 1.60 1.14 ± 1.11 4.55 1

GGGTGGGCGT 4.80 ± 2.59 13.48 ± 1.42 3.86 1

GTGTGGGCGT −0.10 ± 0.79 −3.80 ± 0.79 0.57 1

GCGGGGGCGT 6.76 ± 1.74 −6.33 ± 1.58 0.89 1

GCGTGGGAGT 4.59 ± 2.02 9.99 ± 2.69 6.06 1

GCGTGGGGGT 9.43 ± 1.97 6.43 ± 2.49 7.72 1

GCGTGGGTGT −1.82 ± 1.11 −0.74 ± 0.64 3.33 1

GCCTGGGCGT 10.32 ± 2.68 9.39 ± 2.42 12.71* 1

GCGAGGGCGT 12.71 ± 1.89 12.71 ± 1.56 12.71* 1

GCGCGGGCGT 12.71 ± 0.95 9.84 ± 0.74 12.71* 1

GCGTCGGCGT 12.71 ± 1.80 12.71 ± 2.01 12.71* 1

GCGTGCGCGT 12.71 ± 3.98 12.71 ± 4.59 12.71* 1

GCGTGGCCGT 12.71 ± 3.17 12.71 ± 1.68 12.71* 1

GCGTGGGCCT 12.71 ± 2.46 7.49 ± 1.59 12.71* 1

GCGTGGGCGG

GCGTGGGAGG 5.63 ± 1.95 9.50 ± 1.62 3.82 2

GCGTGGGGGG 9.79 ± 1.61 7.74 ± 2.39 7.28 2

GCGTGGGTGG 2.92 ± 1.16 −7.12 ± 0.74 2.15 2

GCGTGGGCAG 14.60 ± 1.44 1.87 ± 1.50 3.71 2

GCGTGGGCCG 18.56 ± 2.52 15.18 ± 4.11 5.33 2

GCGTGGGCTG 20.39 ± 2.00 14.15 ± 1.15 4.55 2

Zif268 D20A

GCGTGGGCGG

GCGTGGGAGG 14.15 ± 1.81 9.66 ± 1.39 5.59 2

GCGTGGGGGG 11.49 ± 1.76 10.74 ± 1.40 8.72 2

GCGTGGGTGG 7.40 ± 1.11 15.55 ± 1.48 6.56 2

GCGTGGGCAG 6.70 ± 1.16 6.12 ± 1.53 4.03 2

GCGTGGGCCG 16.78 ± 2.07 12.26 ± 1.32 7.06 2

GCGTGGGCTG 6.97 ± 1.17 13.50 ± 1.45 1.22 2

λR
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

ATACCTCTGGCGGTGATAT

ATACCACTGGCGGTGATAT 1.98 ± 1.34 −0.98 ± 1.47 -0.84 3

ATACCTCTGGCGGTGATGT 6.26 ± 0.74 −3.59 ± 0.64 1.67 3

ATACCTCTGGCGGTGATTT 10.46 ± 1.29 2.61 ± 1.18 1.67 3

ATACCTCTGGCGGTGATCT 5.74 ± 1.25 −2.34 ± 0.88 2.09 3

ATACCTCTGGCGGTGAGAT 6.15 ± 2.25 2.91 ± 1.15 4.60 3

ATACCTCTGGCGGTGAAAT 12.14 ± 1.62 13.57 ± 1.52 11.55 3

ATACCTCTGGCGGTGACAT 14.01 ± 1.22 9.30 ± 0.65 8.20 3

ATACCTCTGGCGGTGGTAT 4.15 ± 1.96 2.62 ± 1.07 -0.84 3

ATACCTCTGGCGGTGTTAT 3.52 ± 2.32 1.49 ± 1.42 -0.42 3

ATACCTCTGGCGGTGCTAT 4.62 ± 5.13 4.28 ± 1.54 0.84 3

ATACCTCTGGCGGTAATAT 3.85 ± 0.95 1.77 ± 0.92 1.26 3

ATACCTCTGGCGGTTATAT 6.58 ± 1.92 −4.97 ± 1.86 4.18 3

ATACCTCTGGCGGTCATAT 0.07 ± 2.57 −2.31 ± 2.12 2.51 3

ATACCTCTGGCGGGGATAT 17.26 ± 1.52 1.07 ± 2.03 11.97 3

ATACCTCTGGCGGAGATAT 10.51 ± 1.34 7.63 ± 2.12 8.20 3

ATACCTCTGGCGGCGATAT 8.43 ± 0.85 −0.67 ± 0.92 10.29 3

ATACCTCTGGCGATGATAT 15.59 ± 1.16 6.09 ± 0.69 12.80 3

ATACCTCTGGCGTTGATAT 15.05 ± 1.76 13.88 ± 1.77 15.31 3

ATACCTCTGGCGCTGATAT 12.03 ± 1.85 4.14 ± 4.99 15.31 3

ATACCTCTGGCAGTGATAT 20.48 ± 1.08 9.58 ± 1.71 11.97 3

ATACCTCTGGCTGTGATAT 3.95 ± 1.88 10.50 ± 2.11 13.22 3

ATACCTCTGGCCGTGATAT 11.90 ± 1.32 10.69 ± 1.05 14.06 3

ATACCTCTGGGGGTGATAT 44.52 ± 1.77 12.11 ± 2.30 10.29 3

ATACCTCTGGAGGTGATAT 21.08 ± 2.59 −3.18 ± 1.82 10.29 3

ATACCTCTGGTGGTGATAT 32.71 ± 1.55 14.02 ± 2.28 11.13 3

ATACCTCTGACGGTGATAT 9.40 ± 0.68 4.97 ± 0.69 4.60 3

ATACCTCTGTCGGTGATAT 9.65 ± 1.64 3.73 ± 1.19 9.46 3

ATACCTCTGCCGGTGATAT 0.20 ± 1.28 5.96 ± 1.08 5.69 3

ATACCTCTCGCGGTGATAT −1.83 ± 1.38 1.71 ± 1.17 1.67 3

ATACCTCTTGCGGTGATAT 4.86 ± 1.32 1.63 ± 1.09 2.09 3

ATACCTCTAGCGGTGATAT 0.52 ± 0.94 −7.65 ± 0.71 0.84 3

ATACCTCCGGCGGTGATAT 3.76 ± 0.72 1.51 ± 0.67 1.26 3

ATACCTCAGGCGGTGATAT 3.77 ± 1.97 10.06 ± 0.95 11.55 3

ATACCTCGGGCGGTGATAT 1.86 ± 1.21 1.75 ± 1.03 4.18 3

ATACCTTTGGCGGTGATAT 0.50 ± 0.92 0.59 ± 0.63 2.09 3

ATACCTATGGCGGTGATAT 8.62 ± 2.27 10.06 ± 2.12 14.90 3

ATACCTGTGGCGGTGATAT 9.51 ± 1.34 6.63 ± 0.99 14.06 3

ATACCCCTGGCGGTGATAT 3.33 ± 0.70 3.28 ± 0.76 3.77 3
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

ATACCGCTGGCGGTGATAT 0.41 ± 1.71 −2.49 ± 1.34 1.67 3

ATACTTCTGGCGGTGATAT 4.06 ± 1.42 0.92 ± 1.05 4.18 3

ATACATCTGGCGGTGATAT 2.03 ± 1.54 2.95 ± 1.66 4.18 3

ATACGTCTGGCGGTGATAT 5.38 ± 1.46 5.07 ± 1.63 2.51 3

ATATCTCTGGCGGTGATAT 10.85 ± 1.13 3.09 ± 1.17 3.35 3

ATAACTCTGGCGGTGATAT 5.83 ± 1.89 −1.31 ± 1.20 2.51 3

ATAGCTCTGGCGGTGATAT 3.04 ± 1.25 −0.63 ± 1.63 2.93 3

ATCCCTCTGGCGGTGATAT 1.71 ± 1.18 0.83 ± 0.91 4.18 3

ATTCCTCTGGCGGTGATAT 4.28 ± 1.74 0.60 ± 3.22 5.69 3

ATGCCTCTGGCGGTGATAT 0.62 ± 0.93 3.15 ± 0.68 4.60 3

ACACCTCTGGCGGTGATAT −1.62 ± 0.99 −2.80 ± 0.68 1.67 3

AAACCTCTGGCGGTGATAT 5.72 ± 1.12 2.14 ± 1.06 1.67 3

AGACCTCTGGCGGTGATAT 0.93 ± 1.44 2.99 ± 1.05 2.51 3

trpR

GAACTAGTTAACTAGTAC

GAACTAGTTAAGAAGTAC −13.82 ± 3.24 2.89 ± 1.72 1.13 4

GAACTTCTTAACTAGTAC −8.04 ± 2.59 −8.61 ± 1.67 11.59 4

GTACTAGTTAACTAGTAC −10.25 ± 1.34 −6.62 ± 1.45 -1.80 4

GAACTAGTTAACTAGTTC 9.66 ± 2.06 4.39 ± 1.14 4.90 4

CAACTAGTTAACTAGTAG 17.52 ± 4.29 11.86 ± 7.30 8.24 4

GAACTAGAATTCTAGTAC 18.52 ± 9.62 14.75 ± 3.40 12.43 4

GAACGAGTTAACTCGTAC 24.46 ± 1.97 42.74 ± 2.42 18.70 4

GAAAGAGTTAACTCTTAC 24.56 ± 5.24 52.02 ± 3.17 17.87 4

GCCCCCCTTATCATCATT 51.77 ± 7.27 35.20 ± 6.81 19.37 4

AtERF1

GAGCCGCCACT

GCGCCGCCACT −8.61 ± 1.33 1.03 ± 0.82 0.00 5

GGGCCGCCACT 1.37 ± 0.67 0.40 ± 0.53 2.51 5

GTGCCGCCACT 1.76 ± 1.72 0.73 ± 1.74 4.55 5,6

GAACCGCCACT −0.42 ± 0.82 7.30 ± 1.22 9.20 5

GACCCGCCACT 6.76 ± 2.08 10.15 ± 1.43 11.72 5

GATCCGCCACT 2.93 ± 1.46 9.31 ± 1.03 11.15 5,6

GAGACGCCACT 12.57 ± 1.26 13.18 ± 2.43 6.28 5

GAGGCGCCACT 0.91 ± 1.51 7.99 ± 2.90 8.37 5

GAGTCGCCACT −8.99 ± 1.15 10.38 ± 0.70 6.83 5,6

GAGCAGCCACT 25.19 ± 1.97 20.56 ± 1.21 7.95 5

GAGCGGCCACT 33.68 ± 2.59 32.35 ± 1.51 6.28 5
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

GAGCTGCCACT 16.36 ± 1.64 23.87 ± 1.48 8.09 5,6

GAGCCACCACT 32.01 ± 1.61 14.29 ± 0.96 7.53 5

GAGCCCCCACT 18.70 ± 2.03 19.60 ± 2.70 15.06 5

GAGCCTCCACT 12.40 ± 1.51 18.86 ± 2.91 10.13 5,6

GAGCCGACACT 6.36 ± 1.30 3.71 ± 2.03 7.95 5

GAGCCGGCACT 7.23 ± 2.04 0.63 ± 1.15 6.28 5

GAGCCGTCACT −0.35 ± 0.71 4.74 ± 0.73 3.96 5,6

GAGCCGCAACT 9.94 ± 2.41 17.48 ± 1.23 15.90 5

GAGCCGCGACT 8.60 ± 1.52 5.46 ± 0.99 13.39 5

GAGCCGCTACT −0.84 ± 0.78 3.92 ± 0.68 11.86 5,6

MAT a1-α2

CATGTAATTAATTACATCA

AATGTAATTAATTACATCA 0.43 ± 1.27 −10.54 ± 2.96 2.00 7

GATGTAATTAATTACATCA 1.94 ± 1.24 −24.16 ± 2.00 5.04 7

TATGTAATTAATTACATCA 2.31 ± 0.73 −8.89 ± 1.14 3.36 7

CCTGTAATTAATTACATCA 0.10 ± 2.42 3.99 ± 0.93 1.68 7

CGTGTAATTAATTACATCA −1.49 ± 1.37 −2.57 ± 0.81 0.06 7

CTTGTAATTAATTACATCA −3.38 ± 1.70 1.04 ± 1.06 0.47 7

CAAGTAATTAATTACATCA 0.67 ± 1.73 0.44 ± 1.87 2.00 7

CACGTAATTAATTACATCA −1.60 ± 1.24 −2.56 ± 0.69 3.02 7

CAGGTAATTAATTACATCA 2.21 ± 1.97 0.33 ± 0.98 5.04 7

CATATAATTAATTACATCA −6.94 ± 0.94 −3.48 ± 0.92 7.26 7

CATCTAATTAATTACATCA −1.35 ± 1.43 −0.70 ± 1.17 7.96 7

CATTTAATTAATTACATCA −3.34 ± 1.78 5.21 ± 1.42 6.72 7

CATGAAATTAATTACATCA 2.69 ± 1.96 3.06 ± 1.33 7.96 7

CATGCAATTAATTACATCA 6.10 ± 1.17 6.43 ± 0.85 6.72 7

CATGGAATTAATTACATCA 2.52 ± 1.57 2.34 ± 1.19 8.94 7

CATGTCATTAATTACATCA 5.18 ± 1.59 9.60 ± 1.37 3.75 7

CATGTGATTAATTACATCA 21.24 ± 1.02 6.10 ± 1.34 4.81 7

CATGTTATTAATTACATCA −1.52 ± 1.44 1.84 ± 1.47 0.70 7

CATGTACTTAATTACATCA 6.55 ± 1.47 7.72 ± 0.93 5.04 7

CATGTAGTTAATTACATCA −5.88 ± 1.14 −2.06 ± 0.73 2.07 7

CATGTATTTAATTACATCA 1.71 ± 1.53 4.55 ± 1.38 0.32 7

CATGTAAATAATTACATCA 11.93 ± 1.70 8.88 ± 0.85 -0.29 7

CATGTAACTAATTACATCA 4.10 ± 0.95 −4.51 ± 0.56 0.00 7

CATGTAAGTAATTACATCA 3.71 ± 2.01 −0.83 ± 1.13 3.48 7

CATGTAATAAATTACATCA 10.26 ± 1.71 4.38 ± 1.21 1.45 7

CATGTAATCAATTACATCA 3.76 ± 0.77 8.96 ± 0.52 0.16 7
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

CATGTAATGAATTACATCA 10.16 ± 1.23 9.39 ± 1.15 2.00 7

CATGTAATTCATTACATCA 4.82 ± 1.09 10.89 ± 0.97 2.82 7

CATGTAATTGATTACATCA 7.26 ± 0.75 10.31 ± 0.89 1.68 7

CATGTAATTTATTACATCA 1.84 ± 1.31 3.69 ± 1.02 0.32 7

CATGTAATTACTTACATCA −1.49 ± 0.92 −1.42 ± 1.85 1.14 7

CATGTAATTAGTTACATCA 1.94 ± 0.59 2.64 ± 0.82 0.91 7

CATGTAATTAAATACATCA 0.57 ± 1.20 −1.36 ± 0.84 -1.04 7

CATGTAATTAAGTACATCA 2.97 ± 1.36 −7.04 ± 1.14 -1.68 7

CATGTAATTAATAACATCA −1.45 ± 3.31 −3.94 ± 1.30 0.32 7

CATGTAATTAATCACATCA 4.87 ± 0.79 −3.69 ± 0.69 -0.36 7

CATGTAATTAATGACATCA 13.29 ± 1.34 −7.74 ± 1.26 5.58 7

CATGTAATTAATTCCATCA −1.01 ± 1.83 4.03 ± 1.16 0.16 7

CATGTAATTAATTGCATCA −0.74 ± 0.70 5.51 ± 0.53 0.32 7

CATGTAATTAATTTCATCA 13.22 ± 1.94 21.10 ± 1.81 5.58 7

CATGTAATTAATTAAATCA 9.57 ± 1.25 10.39 ± 1.22 0.32 7

CATGTAATTAATTAGATCA 14.07 ± 1.72 10.80 ± 1.11 4.81 7

CATGTAATTAATTATATCA 4.02 ± 1.04 10.84 ± 0.94 1.68 7

CATGTAATTAATTACCTCA 7.52 ± 1.89 16.26 ± 1.01 0.32 7

CATGTAATTAATTACGTCA 8.72 ± 1.47 12.26 ± 0.79 6.72 7

CATGTAATTAATTACTTCA 15.06 ± 1.53 10.44 ± 1.56 1.39 7

CATGTAATTAATTACAACA 12.71 ± 1.44 12.48 ± 1.75 5.91 7

CATGTAATTAATTACACCA 6.58 ± 0.88 6.66 ± 0.66 4.06 7

CATGTAATTAATTACAGCA 14.31 ± 1.41 18.32 ± 1.03 6.28 7

CATGTAATTAATTACATAA 7.35 ± 1.78 5.97 ± 1.54 2.38 7

CATGTAATTAATTACATGA 17.58 ± 1.62 21.23 ± 1.13 2.54 7

CATGTAATTAATTACATTA 13.70 ± 1.41 13.51 ± 1.26 0.32 7

CATGTAATTAATTACATCC −0.90 ± 1.38 2.77 ± 1.17 -1.18 7

CATGTAATTAATTACATCT 2.40 ± 1.51 4.35 ± 1.77 -1.52 7

BamHI

ATGGATCCATA

TGGGATCCCAC −23.28 ± 4.07 −2.14 ± 6.09 -0.42 8

CGGGATCCCGC −7.03 ± 5.09 −2.17 ± 5.81 0.84 8

GCGGATCCGCC −17.31 ± 3.19 8.40 ± 4.09 0.84 8

TAGGATCCTAT 0.85 ± 6.75 24.58 ± 5.82 0.84 8

ACGGATCCGTG −8.64 ± 1.61 10.23 ± 1.89 0.84 8

CTGGATCCAGC −23.27 ± 5.48 −12.53 ± 3.97 1.26 8

CCGGATCCGGG −23.56 ± 4.96 15.50 ± 5.64 1.26 8

GTGGATCCACC −21.56 ± 5.93 −3.24 ± 2.72 1.67 8
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

GTGGATCCACA −7.03 ± 2.29 −9.76 ± 0.98 1.67 8

GCGGATCCGCG 3.97 ± 8.09 11.74 ± 3.23 1.67 8

AAGGATCCTTA 13.67 ± 5.33 13.32 ± 3.97 2.09 8

TAGGATCCTAA −1.95 ± 4.25 17.13 ± 4.10 2.93 8

GTGGATCCACG −11.43 ± 2.76 3.74 ± 1.52 2.93 8

TTGGATCCAAA −7.23 ± 4.02 2.03 ± 3.32 3.35 8

CAGGATCCTGG −16.68 ± 5.77 8.78 ± 6.66 3.35 8

AGGGATCCCTT 13.01 ± 7.90 3.77 ± 5.16 4.60 8

AAGGATCCTTG 19.55 ± 4.69 13.45 ± 2.19 4.60 8

GGGGATCCCCC −10.66 ± 5.58 −18.05 ± 7.10 5.02 8

AAGGATCCTTT 20.07 ± 5.40 0.96 ± 3.30 5.02 8

GAGGATCCTCT 15.85 ± 4.39 5.12 ± 4.69 5.44 8

GAGGATCCTCG 8.67 ± 7.97 15.93 ± 2.91 5.86 8

GGGGATCCCCA −0.85 ± 4.13 −2.09 ± 5.80 6.69 8

GGGGATCCCCG −14.57 ± 4.81 13.59 ± 5.97 7.95 8

Tus-Ter

AGTATGTTGTAACT

AATATGTTGTAACT −2.91 ± 0.97 −0.54 ± 0.57 3.47 9

ACTATGTTGTAACT 4.43 ± 1.40 1.04 ± 1.02 1.51 9

ATTATGTTGTAACT −5.31 ± 1.40 −3.37 ± 0.94 3.18 9

AGAATGTTGTAACT 6.42 ± 1.39 0.09 ± 1.19 4.14 9

AGGATGTTGTAACT −0.24 ± 1.43 −0.10 ± 0.94 1.00 9

AGTCTGTTGTAACT 14.38 ± 1.80 12.54 ± 0.93 10.75 9

AGTGTGTTGTAACT 3.54 ± 0.89 2.74 ± 0.55 6.90 9

AGTTTGTTGTAACT 6.00 ± 1.95 7.80 ± 1.12 11.67 9

AGTAAGTTGTAACT 10.09 ± 1.65 7.66 ± 1.87 8.16 9

AGTACGTTGTAACT 1.41 ± 0.92 6.72 ± 1.09 7.91 9

AGTAGGTTGTAACT 12.33 ± 1.76 8.44 ± 0.88 9.83 9

AGTATATTGTAACT 12.92 ± 1.02 12.93 ± 1.27 16.74* 9

AGTATCTTGTAACT 10.06 ± 2.49 16.74 ± 1.48 16.74* 9

AGTATTTTGTAACT 14.65 ± 2.61 16.74 ± 1.33 16.74* 9

AGTATGATGTAACT 12.03 ± 1.33 3.77 ± 1.55 9.67 9

AGTATGCTGTAACT 8.49 ± 0.96 14.03 ± 1.36 10.08 9

AGTATGGTGTAACT 18.23 ± 1.54 14.49 ± 1.79 12.22 9

AGTATGTAGTAACT 16.74 ± 3.08 16.74 ± 2.82 16.74* 9

AGTATGTCGTAACT 10.50 ± 1.60 8.08 ± 0.99 16.74* 9

AGTATGTGGTAACT 11.50 ± 3.10 7.18 ± 2.30 16.74* 9

AGTATGTTATAACT 16.74 ± 2.20 7.47 ± 1.84 16.74* 9
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

AGTATGTTCTAACT 0.22 ± 2.54 16.16 ± 1.27 16.74* 9

AGTATGTTTTAACT 9.73 ± 3.35 −3.26 ± 1.50 16.74* 9

AGTATGTTGAAACT 16.74 ± 2.97 3.31 ± 2.21 16.74* 9

AGTATGTTGCAACT 16.74 ± 1.15 −4.64 ± 4.31 16.74* 9

AGTATGTTGGAACT 10.62 ± 1.79 −9.74 ± 3.08 16.74* 9

AGTATGTTGTCACT 0.87 ± 1.63 11.53 ± 2.23 12.97 9

AGTATGTTGTGACT 15.79 ± 0.90 11.86 ± 1.68 16.74* 9

AGTATGTTGTTACT 11.17 ± 1.41 0.97 ± 2.59 16.74* 9

AGTATGTTGTACCT 8.41 ± 1.39 −5.44 ± 1.97 16.61 9

AGTATGTTGTAGCT 21.71 ± 1.01 4.37 ± 1.03 16.23 9

AGTATGTTGTATCT 5.88 ± 2.18 −2.70 ± 3.59 16.74* 9

AGTATGTTGTAAAT 9.90 ± 1.87 11.60 ± 1.23 16.74* 9

AGTATGTTGTAAGT 8.81 ± 1.69 11.69 ± 2.27 16.74* 9

AGTATGTTGTAATT 9.41 ± 1.36 2.92 ± 0.74 7.15 9

AGTATGTTGTAACA −4.10 ± 1.77 0.54 ± 1.74 16.74* 9

AGTATGTTGTAACC −2.24 ± 0.69 −3.47 ± 0.65 15.52 9

AGTATGTTGTAACG −0.32 ± 2.20 1.50 ± 2.27 10.25 9

LacR

TGTGAGCGCTCACAATT

TGTAAGCGCTTACAATT −30.88 ± 4.39 10.54 ± 4.83 16.74 10

TGAGAGCGCTCTCAATT 14.35 ± 3.22 0.40 ± 3.37 13.81 10

TGCGAGCGCTCGCAATT 7.08 ± 4.62 21.43 ± 1.30 20.50 10

TGAAAGCGCTTTCAATT −11.69 ± 5.22 17.13 ± 4.87 21.34 10

TGCAAGCGCTTGCAATT 9.92 ± 3.98 39.22 ± 4.19 28.45 10

ER

GAGGTCACAGTGACCTG

GTGGTCACAGTGACCAG 12.10 ± 2.58 2.75 ± 2.21 15.40 11

GACGTCACAGTGACGTG 41.32 ± 2.34 55.90 ± 3.70 17.88 11

GAGATCACAGTGATCTG 18.85 ± 2.70 39.39 ± 1.69 17.14 11

GAGGACACAGTGTCCTG 31.77 ± 4.84 20.65 ± 2.30 16.87 11

GAGGTGACAGTCACCTG 24.82 ± 2.67 57.95 ± 2.47 21.02 11

GAGGTCTCAGAGACCTG 2.99 ± 4.39 8.53 ± 2.42 16.42 11

GGGGCCGGGCTGACCCG 4.33 ± 4.20 1.95 ± 3.14 13.55 11

CroR

CTATCACCGCCAGAGGTAC

CAATCACCGCCAGAGGTAC 8.18 ± 1.36 3.05 ± 1.24 4.60 12
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

CGATCACCGCCAGAGGTAC 2.97 ± 1.44 7.90 ± 1.24 6.28 12

CCATCACCGCCAGAGGTAC 3.10 ± 0.80 2.68 ± 0.91 5.44 12

CTGTCACCGCCAGAGGTAC 13.61 ± 0.90 15.71 ± 0.56 11.72 12

CTTTCACCGCCAGAGGTAC −11.85 ± 2.20 13.49 ± 3.19 10.46 12

CTCTCACCGCCAGAGGTAC 2.74 ± 1.37 15.02 ± 1.01 12.97 12

CTAGCACCGCCAGAGGTAC 11.96 ± 1.22 11.84 ± 1.74 6.28 12

CTAACACCGCCAGAGGTAC 4.98 ± 1.98 1.91 ± 2.40 2.51 12

CTACCACCGCCAGAGGTAC 12.83 ± 1.01 8.24 ± 1.18 7.11 12

CTATGACCGCCAGAGGTAC 3.43 ± 2.20 −1.66 ± 1.79 11.30 12

CTATAACCGCCAGAGGTAC 2.50 ± 4.18 12.99 ± 1.47 10.04 12

CTATTACCGCCAGAGGTAC 1.82 ± 0.69 −0.18 ± 0.54 5.86 12

CTATCCCCGCCAGAGGTAC 1.20 ± 2.21 6.63 ± 2.08 6.69 12

CTATCTCCGCCAGAGGTAC 11.09 ± 1.23 8.74 ± 1.66 5.02 12

CTATCGCCGCCAGAGGTAC 6.79 ± 1.23 −0.08 ± 1.13 7.11 12

CTATCAGCGCCAGAGGTAC 7.72 ± 1.19 13.26 ± 1.56 9.20 12

CTATCAACGCCAGAGGTAC 9.04 ± 2.01 8.26 ± 1.70 7.53 12

CTATCATCGCCAGAGGTAC 4.74 ± 0.85 4.20 ± 0.66 9.62 12

CTATCACTGCCAGAGGTAC −0.63 ± 0.73 2.97 ± 0.67 1.67 12

CTATCACGGCCAGAGGTAC 2.34 ± 1.19 4.29 ± 0.88 8.37 12

CTATCACAGCCAGAGGTAC 3.79 ± 1.39 3.81 ± 0.93 10.88 12

CTATCACCCCCAGAGGTAC 4.85 ± 1.07 0.75 ± 1.26 0.21 12

CTATCACCTCCAGAGGTAC −0.88 ± 1.41 −4.57 ± 1.03 -0.84 12

CTATCACCACCAGAGGTAC 3.49 ± 0.75 −2.39 ± 0.63 -0.42 12

CTATCACCGGCAGAGGTAC 1.02 ± 1.11 −1.00 ± 0.90 0.42 12

CTATCACCGTCAGAGGTAC 4.58 ± 0.63 −5.22 ± 0.71 2.51 12

CTATCACCGACAGAGGTAC 4.63 ± 1.04 −3.73 ± 1.06 2.72 12

CTATCACCGCTAGAGGTAC −2.72 ± 0.95 −3.30 ± 0.66 -0.84 12

CTATCACCGCAAGAGGTAC 0.99 ± 2.50 −0.86 ± 0.83 -1.26 12

CTATCACCGCGAGAGGTAC 8.89 ± 1.99 0.72 ± 1.07 0.00 12

CTATCACCGCCTGAGGTAC −7.23 ± 1.49 5.02 ± 1.19 7.95 12

CTATCACCGCCCGAGGTAC −0.64 ± 1.09 0.97 ± 1.03 5.44 12

CTATCACCGCCGGAGGTAC 0.29 ± 0.71 −0.28 ± 0.57 -1.67 12

CTATCACCGCCAAAGGTAC 9.10 ± 0.75 6.50 ± 0.60 9.00 12

CTATCACCGCCATAGGTAC 15.96 ± 1.58 11.18 ± 1.75 7.53 12

CTATCACCGCCACAGGTAC 10.32 ± 1.08 12.98 ± 1.70 9.00 12

CTATCACCGCCAGCGGTAC −4.20 ± 1.95 −5.34 ± 1.15 4.18 12

CTATCACCGCCAGTGGTAC −7.73 ± 2.37 −5.03 ± 1.00 -2.51 12

CTATCACCGCCAGGGGTAC −12.49 ± 1.69 −1.52 ± 1.39 3.35 12

CTATCACCGCCAGAAGTAC 9.37 ± 1.06 7.56 ± 0.74 7.11 12
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

CTATCACCGCCAGATGTAC 1.73 ± 2.87 4.78 ± 1.13 7.95 12

CTATCACCGCCAGACGTAC −0.93 ± 2.44 3.59 ± 1.33 4.18 12

CTATCACCGCCAGAGATAC −10.13 ± 1.15 −10.36 ± 0.75 -5.44 12

CTATCACCGCCAGAGTTAC −6.85 ± 1.23 −4.11 ± 1.19 -2.93 12

CTATCACCGCCAGAGCTAC −3.26 ± 1.57 1.70 ± 1.25 1.67 12

CTATCACCGCCAGAGGGAC 2.34 ± 1.46 5.62 ± 1.03 7.74 12

CTATCACCGCCAGAGGAAC 3.01 ± 3.54 11.32 ± 1.72 7.53 12

CTATCACCGCCAGAGGCAC 4.52 ± 1.04 4.62 ± 0.84 6.90 12

CTATCACCGCCAGAGGTGC 0.53 ± 0.63 1.79 ± 0.64 3.14 12

CTATCACCGCCAGAGGTCC 1.66 ± 1.25 −0.14 ± 1.21 2.72 12

CTATCACCGCCAGAGGTTC 0.91 ± 1.29 −2.93 ± 1.15 0.63 12

CTAACACCGTGCGAGTTGC 22.07 ± 3.82 −8.48 ± 5.61 5.44 12

CTATCACCGCAAGGGATAC −8.79 ± 5.51 −7.47 ± 1.93 -4.60 12

CTATCACCGCCAGTGGTAC −10.63 ± 1.58 −1.11 ± 1.05 -0.42 12

CCAACACCGCCAGAGATAC −0.45 ± 3.65 5.06 ± 3.66 2.09 12

CTATCACCGCAGATGGTTC −6.39 ± 5.74 −7.85 ± 6.52 4.18 12

EcoRI

GCAGAATTCTGC

GCATAATTCTGC 31.65 ± 4.27 −9.06 ± 3.44 17.15 13

GCAAAATTCTGC 7.19 ± 0.76 10.93 ± 1.48 18.41 13

GCACAATTCTGC 21.85 ± 1.67 8.94 ± 1.47 21.76 13

GCAGCATTCTGC 17.39 ± 1.69 26.37 ± 2.18 22.18 13

GCAGGATTCTGC 20.89 ± 1.07 22.26 ± 1.48 23.43 13

GCAGTATTCTGC 15.51 ± 2.22 21.12 ± 2.33 18.83 13

GCAGACTTCTGC 11.24 ± 1.72 14.08 ± 1.45 21.34 13

GCAGAGTTCTGC 0.06 ± 1.18 13.25 ± 2.35 19.66 13

GCAGATTTCTGC 5.32 ± 1.75 18.52 ± 3.74 22.59 13

GCAGGATCCTGC 23.84 ± 2.01 27.10 ± 2.22 20.08 13

GCAGAGCTCTGC 2.44 ± 1.84 34.76 ± 1.69 22.18 13

GCAAAATTATGC 25.39 ± 2.85 26.82 ± 5.06 23.85 13

GCACTTAAGTGC 32.69 ± 12.91 75.82 ± 8.63 21.76 13

CAP

CGAAAAATGTGATCTAGATCACATTTTTCG

CGAAAAAAGTGATCTAGATCACTTTTTTCG 1.18 ± 3.59 4.73 ± 2.15 10.46 14

CGAAAAACGTGATCTAGATCACGTTTTTCG 3.72 ± 1.55 7.12 ± 0.99 3.77 14

CGAAAAAGGTGATCTAGATCACCTTTTTCG −7.89 ± 2.48 0.85 ± 4.67 9.62 14

CGAAAAATATGATCTAGATCATATTTTTCG 9.60 ± 0.93 15.19 ± 1.69 19.25 14
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

CGAAAAATCTGATCTAGATCAGATTTTTCG 20.96 ± 4.71 21.76 ± 2.85 21.76* 14

CGAAAAATTTGATCTAGATCAAATTTTTCG 22.11 ± 1.82 27.97 ± 2.61 12.55 14

CGAAAAATGAGATCTAGATCTCATTTTTCG 8.40 ± 4.60 15.62 ± 1.71 12.13 14

CGAAAAATGCGATCTAGATCGCATTTTTCG 10.97 ± 2.84 24.33 ± 1.75 11.72 14

CGAAAAATGGGATCTAGATCCCATTTTTCG 17.77 ± 5.00 13.56 ± 2.00 11.72 14

CGAAAAATGTAATCTAGATTACATTTTTCG 21.76 ± 3.66 21.76 ± 1.58 21.76* 14

CGAAAAATGTCATCTAGATGACATTTTTCG 21.76 ± 2.78 21.76 ± 5.35 21.76* 14

CGAAAAATGTTATCTAGATAACATTTTTCG 23.05 ± 3.00 24.75 ± 4.35 19.66 14

CGAAAAATGTGCTCTAGAGCACATTTTTCG −7.11 ± 3.00 5.94 ± 2.26 9.62 14

CGAAAAATGTGGTCTAGACCACATTTTTCG 3.17 ± 2.60 2.67 ± 2.97 14.23 14

CGAAAAATGTGTTCTAGAACACATTTTTCG 18.03 ± 2.62 −0.45 ± 2.23 12.97 14

PU.1 ETS

ATAAGGGGAAGTGAA

ATAAAAGGAAGTGAA 2.91 ± 1.47 −0.55 ± 1.05 0.71 15

ATACAAGGAAGTGAA 8.56 ± 2.93 0.85 ± 2.18 5.19 15

ATAGAAGGAAGTGAA 4.76 ± 1.94 2.62 ± 1.82 6.11 15

ATATAAGGAAGTGAA 9.65 ± 2.41 3.50 ± 1.80 1.09 15

ATAACAGGAAGTGAA −4.07 ± 2.62 −0.90 ± 1.41 -0.40 15

ATAAGAGGAAGTGAA 4.67 ± 0.91 5.94 ± 0.74 -2.85 15

ATAAACGGAAGTGAA −0.88 ± 1.71 2.34 ± 1.54 4.27 15

ATAAAGGGAAGTGAA 1.10 ± 0.79 −3.83 ± 0.62 6.02 15

ATAAATGGAAGTGAA 14.25 ± 1.98 15.04 ± 1.38 10.46 15

ATAAAAGGAAATGAA 10.70 ± 2.94 −6.33 ± 1.00 9.00 15

ATAAAAGGAAGAGAA 9.18 ± 5.58 −3.27 ± 2.32 6.74 15

ATAAAAGGAATTGAA 12.52 ± 3.65 −4.70 ± 1.86 10.54 15

ATAAAAGGAAGGGAA 14.57 ± 2.18 −2.32 ± 1.46 9.37 15

ATAACCGGAAGTGAA −1.91 ± 2.76 3.72 ± 1.82 -1.76 15

ATAACGGGAAGTGAA 2.96 ± 1.74 −1.10 ± 0.92 7.36 15

ATAACTGGAAGTGAA 6.61 ± 1.78 7.37 ± 3.13 7.70 15

ATAAGCGGAAGTGAA −2.30 ± 1.67 1.27 ± 1.22 -3.31 15

ATAAGTGGAAGTGAA 11.96 ± 1.31 12.62 ± 1.24 5.36 15

ATATGAGGAAGTGAA 14.70 ± 4.50 10.42 ± 1.50 1.13 15

ATATACGGAAGTGAA 0.14 ± 2.50 11.67 ± 2.74 2.51 15

ATAAAAGGAAAAGAA 5.74 ± 2.73 0.73 ± 2.55 9.08 15

ATAAAAGGAATGGAA 22.67 ± 3.53 −2.99 ± 2.79 11.84 15

ATATGCGGAAGTGAA 2.84 ± 3.99 7.87 ± 2.03 1.30 15

ATAAGAGGAAGGGAA 11.96 ± 3.42 7.15 ± 1.51 8.16 15

ATAAACGGAAATGAA 4.29 ± 2.79 2.69 ± 2.01 9.33 15
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

Ndt80

GTGTCACAAATTA

TTGTCACAAATTA −0.01 ± 1.50 3.77 ± 1.49 1.68 16

CTGTCACAAATTA 2.35 ± 1.86 −3.78 ± 1.85 1.28 16

ATGTCACAAATTA 0.99 ± 0.73 1.61 ± 0.47 0.83 16

GAGTCACAAATTA −7.46 ± 1.49 0.34 ± 1.21 0.45 16

GGGTCACAAATTA −6.13 ± 1.50 5.14 ± 1.05 2.22 16

GCGTCACAAATTA −7.16 ± 0.87 −1.22 ± 0.54 1.12 16

GTATCACAAATTA 8.76 ± 0.94 19.55 ± 0.60 -0.25 16

GTCTCACAAATTA 2.39 ± 3.47 28.04 ± 1.62 3.09 16

GTTTCACAAATTA 11.99 ± 2.38 25.15 ± 1.90 1.41 16

GTGCCACAAATTA 0.15 ± 0.78 0.39 ± 0.57 -0.87 16

GTGACACAAATTA −2.47 ± 1.86 2.59 ± 1.22 -1.68 16

GTGGCACAAATTA −7.22 ± 1.40 −0.48 ± 1.10 0.00 16

GTGTTACAAATTA 10.12 ± 1.12 31.21 ± 0.77 3.46 16

GTGTAACAAATTA 3.77 ± 2.83 26.22 ± 0.88 6.12 16

GTGTCGCAAATTA 1.08 ± 1.02 5.62 ± 0.61 3.00 16

GTGTCCCAAATTA −5.22 ± 1.46 −1.85 ± 0.95 4.30 16

GTGTCATAAATTA 8.17 ± 1.14 18.20 ± 0.65 9.48 16

GTGTCAAAAATTA 47.41 ± 2.49 28.00 ± 1.20 9.48 16

GTGTCACTAATTA −1.99 ± 1.53 −2.51 ± 1.05 5.14 16

GTGTCACGAATTA 5.64 ± 0.98 4.25 ± 0.63 4.95 16

GTGTCACATATTA 3.76 ± 1.59 0.12 ± 1.04 4.16 16

GTGTCACAGATTA 4.36 ± 0.68 −5.80 ± 0.53 4.77 16

GTGTCACAATTTA 8.30 ± 1.12 0.45 ± 1.12 2.84 16

GTGTCACAAGTTA 6.04 ± 0.88 9.36 ± 0.67 2.10 16

GTGTCACAAAGTA −5.66 ± 1.18 3.73 ± 1.24 -1.23 16

GTGTCACAAATGA 3.02 ± 1.15 −0.61 ± 0.96 0.00 16

c-Myb

CCTAACTGACA

CCGAACTGACA −8.46 ± 1.80 3.41 ± 2.42 3.75 17,18

CCAAACTGACA −3.53 ± 1.52 −1.15 ± 3.19 2.42 17

CCCAACTGACA −3.82 ± 1.12 −1.42 ± 1.43 0.35 17

CCTGACTGACA 6.38 ± 1.06 −0.77 ± 0.75 9.23 18–20

CCTTACTGACA −13.30 ± 3.77 −0.38 ± 1.31 11.30 19

CCTCACTGACA −5.21 ± 1.61 2.49 ± 1.47 12.13 19

CCTAGCTGACA 2.77 ± 1.24 2.06 ± 0.76 7.26 18–20
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Nucleotide sequence ∆∆G, kJ/mol ∆∆G, kJ/mol ∆∆G, kJ/mol Reference

Amber99sb*ILDN-BSC1 Charmm36m Experimental

CCTATCTGACA 1.89 ± 2.55 12.20 ± 2.91 6.69 18,19

CCTACCTGACA −1.54 ± 1.56 −8.38 ± 1.04 4.81 18,19

CCTAAGTGACA 6.39 ± 1.46 6.31 ± 1.80 12.97 19

CCTAAATGACA 0.76 ± 1.90 1.92 ± 2.15 12.55 19

CCTAATTGACA 7.81 ± 1.55 4.01 ± 0.99 10.20 18–20

CCTAACGGACA 9.03 ± 2.08 7.10 ± 4.46 1.26 19

CCTAACAGACA 14.37 ± 1.84 12.59 ± 2.29 4.60 19

CCTAACCGACA −1.71 ± 1.39 6.65 ± 0.93 0.00 19

CCTAACTAACA 20.42 ± 1.36 13.88 ± 1.19 7.52 18–20

CCTAACTTACA 19.48 ± 1.76 17.52 ± 2.29 7.95 18,19

CCTAACTCACA 26.92 ± 1.44 31.69 ± 2.58 13.39 19

CCTAACTGGCA −9.88 ± 1.49 −11.26 ± 0.90 2.51 19

CCTAACTGTCA −3.58 ± 1.68 −16.52 ± 1.78 -0.84 19

CCTAACTGCCA 3.28 ± 2.20 −8.11 ± 1.97 -1.67 19

CCTAACTGAGA 7.73 ± 1.32 1.86 ± 0.97 7.95 18,19

CCTAACTGAAA 2.99 ± 1.61 5.75 ± 1.32 2.51 19

CCTAACTGATA 2.18 ± 1.01 −0.00 ± 0.50 3.14 18,19

CCTAACTGACG −1.38 ± 0.77 −2.44 ± 0.44 1.42 21

CCTAACTGACT −1.40 ± 2.08 0.53 ± 2.59 0.17 21

CCTAACTGACC −3.77 ± 1.89 1.17 ± 1.51 1.84 21

* A lower bound for the ∆∆G value is provided by an experiment. If a calculated value exceeds the

experimental lower bound, the calculated ∆∆G is capped at the experimental estimate.

Experimental values with several references were combined by taking an average ∆∆G of the values

reported in the literature sources.
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