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Table S2: Comparison of entropy of duplex formation for duplexes containing 7DAU pairs with predicted entropy for corresponding A-U duplexes
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Table S3: 7DAU Contribution to Thermodynamicsa
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image1.emf
∆H



 7DA·U

NN A-U 

∆A-U 

Duplex

(kcal/mol)

a

(kcal/mol)

b

(kcal/mol)

c

5’-GCA7AGC-3’

3’-CGUUUCG-5’

5’-GCA7CGC-3’

3’-CGUUGCG-5’

5’-GCA7GGC-3’

3’-CGUUCCG-5’

5’-GCA7UGC-3’

3’-CGUUACG-5’

5’-GCC7AGC-3’

3’-CGGUUCG-5’

5’-GCC7CGC-3’

3’-CGGUGCG-5’

5’-GCC7GGC-3’

3’-CGGUCCG-5’

5’-GCC7UGC-3’

3’-CGGUACG-5’

5’-GCG7AGC-3’

3’-CGCUUCG-5’

5’-GCG7CGC-3’

3’-CGCUGCG-5’

5'-GCG7GGC-3'

3'-CGCUCCG-5'

5'-GCG7UGC-3'

3'-CGCUACG-5'

5'-GCU7AGC-3'

3'-CGAUUCG-5'

5'-GCU7CGC-3'

3'-CGAUGCG-5'

5'-GCU7GGC-3'

3'-CGAUCCG-5'

5'-GCU7UGC-3'

3'-CGAUACG-5'

 Average 4.6

5'-7AGCGC-3'

3'-UUCGCG-5'

5'-7CGCGC-3'

3'-UGCGCG-5'

5’-7GGCGC-3’

3’-UCCGCG-5’

5’-7UGCGC-3’

3’-UACGCG-5’

Average 

5'-GCGCA7-3'

3'-CGCGUU-5'

5'-GCGCC7-3'

3'-CGCGGU-5'

5'-GCGCG7-3'

3'-CGCGCU-5'

5'-GCGCU7-3'

3'-CGCGAU-5'

Average

Total Average 2.0

a

Measured value for ∆H



 using van't Hoff plots.

-60.7 10.5

-65.5 3.4

-67.3 -1.5

-72.0 5.0

-67.3 5.0

-63.2 4.4

-66.5 1.1

-71.3 1.3

-73.9 6.1

-69.8 9.5

-61.6 2.4

-66.4 5.4

-73.1 3.2

-69.1 3.0

-50.4 0.1

-55.1 -0.8

-68.2 8.2

-64.1 7.2

b

Calculated using nearest-neighbor parameters by substituting A-U for 7



U base 

pairs (17).

c

Difference between observed ∆H



 values and the predicted ∆H



 values using A-

U pairs in place of 7



U pairs,where negative values indicate that duplexes 

containing 7



U pairs are less stable than the corresponding duplexes containing 

A-U pairs.

-71.2

-68.9

-72.3

-67.6

-65.8

-77.0

-56.2 -6.9

-51.2 -4.8



-50.3 -5.6

-56.9

-54.3

-80.0

-79.3

-67.6

-72.6

-76.3

-72.1

-64.1

-71.7

-76.4

-71.3

-50.5



-1.7

-4.9

-55.0

-48.7

-44.7

-54.7

-49.3

-46.4



-2.2

-56.9 -1.9

-52.9 -4.2
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ΔS



 7DA·U

NN A-U  ΔA-U 

Duplex

(eu)

a

(eu)

b

(eu)

c

5’-GCA7AGC-3’

3’-CGUUUCG-5’

5’-GCA7CGC-3’

3’-CGUUGCG-5’

5’-GCA7GGC-3’

3’-CGUUCCG-5’

5’-GCA7UGC-3’

3’-CGUUACG-5’

5’-GCC7AGC-3’

3’-CGGUUCG-5’

5’-GCC7CGC-3’

3’-CGGUGCG-5’

5’-GCC7GGC-3’

3’-CGGUCCG-5’

5’-GCC7UGC-3’

3’-CGGUACG-5’

5’-GCG7AGC-3’

3’-CGCUUCG-5’

5’-GCG7CGC-3’

3’-CGCUGCG-5’

5'-GCG7GGC-3'

3'-CGCUCCG-5'

5'-GCG7UGC-3'

3'-CGCUACG-5'

5'-GCU7AGC-3'

3'-CGAUUCG-5'

5'-GCU7CGC-3'

3'-CGAUGCG-5'

5'-GCU7GGC-3'

3'-CGAUCCG-5'

5'-GCU7UGC-3'

3'-CGAUACG-5'

 Average 16.4

5'-7AGCGC-3'

3'-UUCGCG-5'

5'-7CGCGC-3'

3'-UGCGCG-5'

5’-7GGCGC-3’

3’-UCCGCG-5’

5’-7UGCGC-3’

3’-UACGCG-5’

Average 

5'-GCGCA7-3'

3'-CGCGUU-5'

5'-GCGCC7-3'

3'-CGCGGU-5'

5'-GCGCG7-3'

3'-CGCGCU-5'

5'-GCGCU7-3'

3'-CGCGAU-5'

Average

Total Average 7.5

a

Measured value for ∆S



 using van't Hoff plots.

-203.5 -167.3 36.2

-190.7 -177.4 13.3

-199.3 -181.0 18.3

-190.5 -174.8 15.7

-178.9 -181.0 -2.1

-208.4 -191.1 17.3

-214.8 -194.7 20.1

-218.8 -188.5 30.3

-186.8 -180.6 6.2

-197.2 -190.7 6.5

-206.6 -194.3 12.3

-199.5 -188.1 11.4

-178.5 -169.0 9.5

-197.5 -179.1 18.4

-209.0 -182.7 26.3

-199.9 -176.5 23.4

-137.6 0.1

-147.2

-147.7 -1.8

-151.3 -4.2

-145.1 -17.5

-145.9

-5.8

-131.6

-137.4 -20.6

-127.6

b

Calculated using nearest-neighbor parameters by substituting A-U for 7



U base 

pairs (17).

c

Difference between observed ∆S



 values and the predicted ∆S



 values using A-

U pairs in place of 7



U pairs,where positive values indicate that duplexes 

containing 7



U pairs are less stable than the corresponding duplexes containing 

A-U pairs.

-137.7

-116.8

-145.4

-139.1 -13.7



-14.8

-125.4

-151.1 -5.8

-150.7 -19.1
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ΔH



 ΔS



ΔG



37

Duplex

(kcal/mol) (eu) (kcal/mol)

5’-GCA7AGC-3’

3’-CGUUUCG-5’

5’-GCA7CGC-3’

3’-CGUUGCG-5’

5’-GCA7GGC-3’

3’-CGUUCCG-5’

5’-GCA7UGC-3’

3’-CGUUACG-5’

5’-GCC7AGC-3’

3’-CGGUUCG-5’

5’-GCC7CGC-3’

3’-CGGUGCG-5’

5’-GCC7GGC-3’

3’-CGGUCCG-5’

5’-GCC7UGC-3’

3’-CGGUACG-5’

5’-GCG7AGC-3’

3’-CGCUUCG-5’

5’-GCG7CGC-3’

3’-CGCUGCG-5’

5'-GCG7GGC-3'

3'-CGCUCCG-5'

5'-GCG7UGC-3'

3'-CGCUACG-5'

5'-GCU7AGC-3'

3'-CGAUUCG-5'

5'-GCU7CGC-3'

3'-CGAUGCG-5'

5'-GCU7GGC-3'

3'-CGAUCCG-5'

5'-GCU7UGC-3'

3'-CGAUACG-5'

5'-7AGCGC-3'

3'-UUCGCG-5'

5'-7CGCGC-3'

3'-UGCGCG-5'

5’-7GGCGC-3’

3’-UCCGCG-5’

5’-7UGCGC-3’

3’-UACGCG-5’

5'-GCGCA7-3'

3'-CGCGUU-5'

5'-GCGCC7-3'

3'-CGCGGU-5'

5'-GCGCG7-3'

3'-CGCGCU-5'

5'-GCGCU7-3'

3'-CGCGAU-5'

a

Calculated by subtracting the Watson-Crick nearest 

neighbor contributions (17)

 

from the measured the 

value of the duplex containing 7



U pairs.

-1.01

-1.86

-1.28

-1.28

-0.99

-0.34

-2.9

3.7

-4.8

-1.4

2.5

-4.6

-1.9

0.8

-1.55

-4.10

-3.34

-2.48

-3.96

-3.83

-2.96

-1.80

-3.28

-3.45

-2.38

-0.57

-1.16

-2.51

-2.34

-1.56

-2.21

-4.02

-12.5

1.3

12.1

-10.7

-49.0

-68.4

-73.9

-70.6

-8.6

-17.2

-74.1

-83.9

-57.7

-68.5

-71.9

-70.6

-74.2

-61.8

-64.4

-61.4

-43.8

-73.7

-6.9

-27.0

-29.3

-20.3

-25.2

2.5

-24.8

-17.0

-24.5

-26.4

-24.3

-3.2

-26.8

-24.1

-21.6

-22.3

-20.6

-15.8


