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Table S1. Relative Enthalpies and Free Energies of Stable Low-Energy Conformers of [dGuo+Na]+ at 0 and 298 K in 

kJ/molα 

Species Conformer ΔH0 ΔH298 ΔG298 P Guanine Sugar Puckering 

[dGuo+Na]+ B1(O6N7) 0.0 0.0 0.0 173.3° anti C2'-endo (2T3)
 B2(O6N7) 0.0 0.0 0.1 173.3° anti C2'-endo (2T3) 
 B3(O6N7) 0.1 0.0 0.2 170.8° anti C2'-endo (2T3) 
 B4(O6N7) 0.1 0.0 0.4 173.4° anti C2'-endo (2T3) 
 B5(O6N7) 0.2 0.0 0.5 173.4° anti C2'-endo (2T3) 
 B6(O6N7) 3.1 3.6 2.6 12.1° anti C3′-endo (3T2) 
 B7(O6N7) 3.1 3.6 2.7 12.1° anti C3'-endo (3T2) 
 B8(O6N7) 3.1 3.6 2.8 12.1° anti C3'-endo (3T2) 
 B9(O6N7) 1.6 1.6 6.4 160.3° syn C2'-endo (2T1) 
 B10(O6N7) 11.5 12.3 6.5 146.7° anti C2′-endo (2T1) 
 B11(O6N7) 6.4 6.2 7.6 9.9° anti C3'-endo (3T2) 
 B12(O6N7) 8.5 8.8 7.8 181.3° anti C3'-exo (3T2) 
 B13(O6N7) 8.7 8.8 8.2 181.4° anti C3'-exo (3T2) 
 B14(O6N7) 12.1 11.0 10.1 31.8° anti C3′-endo (3T4) 
 B15(O6N7) 14.0 13.8 14.5 199.8° anti C3′-exo (3T4) 
 B16(O6N7) 18.1 18.5 14.9 134.2° anti C1′-exo (1T2) 
 B17(O6N7) 14.8 14.5 15.3 200.1° anti C3'-exo (3T4) 
 B18(O6N7) 17.7 18.2 15.9 165.3° syn C2'-endo (2T3) 
 B19(O6N7) 17.2 17.5 16.6 196.6° anti C3'-exo (3T2) 
 B20(O6N7) 21.2 22.1 16.9 41.3° anti C4'-exo (4T3) 
 B21(O6N7) 19.7 19.6 19.7 213.5° anti C3'-exo (3T4) 
 B22(O6N7) 23.5 24.0 20.9 26.0° anti C3'-endo (3T4) 
 B23(O6N7) 26.5 27.8 21.3 181.4° anti C3'-exo (3T2) 
 B24(O6N7) 26.5 27.8 21.4 181.4° anti C3'-exo (3T2) 
 B25(O6N7) 21.9 22.1 21.7 212.7° anti C3'-exo (3T4) 
 B26(O6N7) 21.9 22.1 21.8 212.8° anti C3'-exo (3T4) 
 B27(O6N7) 19.2 18.1 21.8 35.2° syn C3′-endo (3T4) 
 B28(O6N7) 26.1 26.1 23.7 32.4° anti C3'-endo (3T4) 
 B29(O6N7) 26.2 25.4 25.4 186.0° anti C3'-exo (3T2) 
 T1(N3O4'O5') 54.2 53.1 56.9 334.7° syn C2′-exo (2T1) 
 T2(N3O4'O5') 58.4 57.8 60.3 163.4° syn C2'-endo (2T3) 
 T3(N3O4'O5') 58.4 57.8 60.4 163.4° syn C2'-endo (2T3) 
 B1(O4'O5') 104.2 103.0 106.3 188.3° syn C3′-exo (3T2) 
 B1(N3O3') 129.9 129.7 131.1 138.5° anti C1′-exo (1T2) 

αEnergetics based on single-point energy calculations performed at the B3LYP/6-311+G(2d,2p) level of theory, 

including ZPE and thermal corrections based on the B3LYP/6-311+G(d,p) optimized structures and vibrational 

frequencies.   
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Table S2. Relative Enthalpies and Free Energies of Stable Low-Energy Conformers of [Guo+Na]+ at 0 and 298 K in 

kJ/molα 

Species Conformer ΔH0 ΔH298 ΔG298 P Guanine Sugar Puckering 

[Guo+Na]+ B1(O6N7) 1.1 1.9 0.0 169.0° anti C2′-endo (2T3)
 B2(O6N7) 0.0 0.0 0.5 155.9° syn C2′-endo (2T1)
 B3(O6N7) 3.7 4.4 3.3 14.4° anti C3′-endo (3T2)
 B4(O6N7) 7.6 8.1 6.3 173.5° anti C2'-endo (2T3)
 B5(O6N7) 6.7 7.5 6.9 11.9° anti C3'-endo (3T2)
 B6(O6N7) 11.5 13.0 7.0 131.5° anti C1′-exo (1T2)
 B7(O6N7) 11.5 13.0 7.1 131.5° anti C1'-exo (1T2)
 B8(O6N7) 11.3 10.8 8.7 41.1° anti C4'-exo (4T3)
 B9(O6N7) 10.0 11.0 9.0 177.0° anti C2'-endo (2T3)
 B10(O6N7) 10.1 11.0 9.1 177.0° anti C2'-endo (2T3)
 B11(O6N7) 11.0 10.8 11.0 44.4° syn C4′-exo (4T3)
 B12(O6N7) 17.4 19.0 12.7 134.1° anti C1'-exo (1T2)
 B13(O6N7) 19.3 21.1 13.7 131.8° anti C1'-exo (1T2)
 B14(O6N7) 20.0 21.7 13.9 162.3° anti C2'-endo (2T3)
 B15(O6N7) 22.7 24.1 18.1 43.0° anti C4'-exo (4T3)
 B16(O6N7) 23.3 25.1 18.3 143.2° syn C1'-exo (1T2)
 B17(O6N7) 22.5 22.7 18.8 143.5° syn C1'-exo (1T2)
 B18(O6N7) 23.6 25.0 19.0 145.3° syn C2'-endo (2T1)
 B19(O6N7) 24.5 26.3 19.2 45.0° anti C4'-exo (4T3)
 B20(O6N7) 20.6 21.5 19.4 190.0° anti C3′-exo (3T2)
 B21(O6N7) 23.1 24.1 19.9 151.7° anti C2'-endo (2T1)
 B22(O6N7) 23.1 24.1 20.0 151.8° anti C2'-endo (2T1)
 B23(O6N7) 22.9 24.1 20.2 168.7° syn C2'-endo (2T3)
 B24(O6N7) 24.9 25.9 21.9 158.8° anti C2'-endo (2T1)
 B25(O6N7) 27.7 28.8 23.6 36.5° anti C4′-exo (4T3)
 B26(O6N7) 28.5 30.2 24.7 149.0° syn C2'-endo (2T1)
 B27(O6N7) 23.4 23.3 25.1 176.7° anti C2'-endo (2T3)
 T1(N3O4'O5') 75.2 75.0 77.4 10.0° syn C3′-endo (3T2)
 T2(N3O4'O5') 75.2 75.1 77.5 9.9° syn C3'-endo (3T2)
 B1(N3O2') 84.2 84.0 82.7 174.6° anti C2′-endo (2T3)
 B2(N3O2') 84.2 84.0 82.8 174.6° anti C2'-endo (2T3)
 T1(N3NH2O2') 84.6 84.3 83.5 72.9° anti O4′-endo (OT4)
 T2(N3NH2O2') 84.9 84.4 84.0 201.8° anti C3'-exo (3T4)
 T3(N3NH2O2') 87.9 88.1 84.7 84.2° anti O4'-endo (OT4)
 B1(N3O4') 98.5 99.2 96.8 189.2° syn C3′-exo (3T2)
 B1(O2'O3') 118.2 119.1 115.2 164.7° syn C2′-endo (2T3)
 B1(O3'O4') 120.0 119.9 121.4 213.6° anti C3′-exo (3T4)

 αEnergetics based on single-point energy calculations performed at the B3LYP/6-311+G(2d,2p) level of theory, 

including ZPE and thermal corrections based on the B3LYP/6-311+G(d,p) optimized structures and vibrational 

frequencies.   
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Table S3. Relative Enthalpies and Free Energies of Stable Low-Energy Tautomeric Conformers of [dGuo+Na]+ and 

[Guo+Na]+ at 0 and 298 K in kJ/molα 

Species Conformer ΔH0 ΔH298 ΔG298 P 
Guanine 

Orientation 
Sugar Puckering 

[dGuo+Na]+ B1(O6N7)t3 29.6 29.1 32.2 155.4° syn C2'-endo (2T1) 
 B1(N1O6)t7 38.0 37.7 38.3 7.6° anti C3'-endo (3T2) 

 T1(N3O4'O5')t6 44.9 43.8 46.7 156.2° syn C2'-endo (2T1) 

 B1(O6N7)t6 51.1 51.3 50.1 170.2° anti C2'-endo (2T3) 

 B1(O6N7)t13 50.6 49.0 53.8 150.0° syn C2'-endo (2T1) 

 T1(N3O4'O5')t16 117.5 116.2 119.6 113.1° syn C1'-exo (1TO) 

 B1(N1NH)t36 131.6 130.9 131.4 177.3° anti C2′-endo (2T3) 

 T1(N3O4'O5')t17 132.8 131.6 134.9 351.3° syn C2'-exo (2T3) 

 B1(N1NH)t67 137.8 137.0 138.7 7.2° anti C3'-endo (3T2) 

 B1(N1O6)t37 141.4 141.1 139.8 173.3° anti C2'-endo (2T3) 

        

[Guo+Na]+ B1(O6N7)t3 31.1 30.3 34.2 152.7° syn C2'-endo (2T1) 

 B1(N1O6)t7 40.6 39.7 40.8 175.7° anti C2'-endo (2T3) 

 T1(N3O4'O5')t6 46.1 44.8 49.0 357.2° syn C2'-exo (2T3) 

 B1(O6N7)t6 51.9 52.2 51.2 168.6° anti C2'-endo (2T3) 

 B1(O6N7)t13 56.1 54.8 57.5 46.1° syn C4'-exo (4T3) 

 B1(N1NH)t36 114.7 113.5 114.6 167.1° anti C2'-endo (2T3) 

 T1(N3O4'O5')t16 120.2 119.1 122.1 112.4° syn C1'-exo (1TO) 

 B1(N1NH)t37 129.9 128.7 130.4 174.2° anti C2'-endo (2T3) 

 B1(N3O2')t17 133.8 132.2 134.8 183.0° anti C3'-exo (3T2) 

 B1(N1NH)t67 141.1 140.1 142.1 9.8° anti C3'-endo (3T2) 
 αEnergetics based on single-point energy calculations performed at the B3LYP/6-311+G(2d,2p) level of theory, 

including ZPE and thermal corrections based on the B3LYP/6-311+G(d,p) optimized structures and vibrational 

frequencies. 
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Figure Captions 
 
Figure S1. Designations for nucleobase orientation and pseudorotation phase angle, P of nucleosides. 
 
Figure S2. Stable low-energy conformers of [dGuo+Na]+ involving binding of Na+ to the canonical tautomer of the 
guanine residue. The Na+ binding modes, orientations of guanine, sugar configurations, and the relative 298 K Gibbs 
free energies at the B3LYP/6-311+G(2d,2p)//B3LYP/6-311+G(d,p) level of theory are also listed for each structure. 
 
Figure S3. Stable low-energy conformers of [Guo+Na]+ involving binding of Na+ to the canonical tautomer of the 
guanine residue. The Na+ binding modes, orientations of guanine, sugar configurations, and the relative 298 K Gibbs 
free energies at the B3LYP/6-311+G(2d,2p)//B3LYP/6-311+G(d,p) level of theory are also listed for each structure. 
 
Figure S4. Stable conformers of [dGuo+Na]+ involving binding of Na+ to minor tautomers of the guanine residue. 
Only the most stable mode of binding for each tautomer is shown. The Na+ binding modes, orientations of guanine, 
sugar configurations, and the relative 298 K Gibbs free energies at the B3LYP/6-311+G(2d,2p)//B3LYP/6-311+G(d,p) 
level of theory are also listed for each structure. 
 
Figure S5. Stable conformers of [Guo+Na]+ involving binding of Na+ to minor tautomers of the guanine residue. Only 
the most stable mode of binding for each tautomer is shown.The Na+ binding modes, orientations of guanine, sugar 
configurations, and the relative 298 K Gibbs free energies at the B3LYP/6-311+G(2d,2p)//B3LYP/6-311+G(d,p) level 
of theory are also listed for each structure. 
 
Figure S6. Comparison of the experimental IRMPD action spectrum of [dGuo+Na]+ with the B3LYP/6-311+G(d,p) 
optimized structures and calculated linear IR spectra for the guanine binding conformers with misalignments shaded 
in red of [dGuo+Na]+. The B3LYP/6-311+G(2d,2p) relative Gibbs free energies at 298 K, guanine orientation, and 
sugar puckering are also shown. 
 
Figure S7. Comparison of the experimental IRMPD action spectrum of [dGuo+Na]+ with the B3LYP/6-311+G(d,p) 
optimized structures and calculated linear IR spectrum for the sugar binding conformer with misalignments shaded in 
red of [dGuo+Na]+. The B3LYP/6-311+G(2d,2p) relative Gibbs free energies at 298 K, guanine orientation, and sugar 
puckering are also shown. 
 
Figure S8. Comparison of the experimental IRMPD action spectrum of [dGuo+Na]+ with the B3LYP/6-311+G(d,p) 
optimized structures and calculated linear IR spectrum for complexes inovolving binding to minor tautomers of the 
guanine residue with misalignments shaded in red of [dGuo+Na]+. The B3LYP/6-311+G(2d,2p) relative Gibbs free 
energies at 298 K, guanine orientation, and sugar puckering are also shown. 
 
Figure S9. Comparison of the experimental IRMPD action spectrum of [Guo+Na]+ with the B3LYP/6-311+G(d,p) 
optimized structures and calculated linear IR spectra for the guanine binding conformers with misalignments shaded 
in red of [Guo+Na]+. The B3LYP/6-311+G(2d,2p) relative Gibbs free energies at 298 K, guanine orientation, and 
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sugar puckering are also shown. 
 
Figure S10. Comparison of the experimental IRMPD action spectrum of [Guo+Na]+ with the B3LYP/6-311+G(d,p) 
optimized structures and calculated linear IR spectra for the sugar binding conformers with misalignments shaded in 
red of [Guo+Na]+. The B3LYP/6-311+G(2d,2p) relative Gibbs free energies at 298 K, guanine orientation, and sugar 
puckering are also shown. 
 
Figure S11. Comparison of the experimental IRMPD action spectrum of [Guo+Na]+ with the B3LYP/6-311+G(d,p) 
optimized structures and calculated linear IR spectra for complexes involving binding to minor tautomers of the 
guanine residue with misalignments shaded in red of [Guo+Na]+. The B3LYP/6-311+G(2d,2p) relative Gibbs free 
energies at 298 K, guanine orientation, and sugar puckering are also shown. 
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B1(O6N7)
anti, C2'-endo (2T3)

0.0 kJ/mol

B2(O6N7)
anti, C2'-endo (2T3)

0.1 kJ/mol

B3(O6N7)
anti, C2'-endo (2T3)

0.2 kJ/mol

B4(O6N7)
anti, C2'-endo (2T3)

0.4 kJ/mol

B5(O6N7)
anti, C2'-endo (2T3)

0.5 kJ/mol

B6(O6N7)
anti, C3'-endo (3T2)

2.6 kJ/mol

B7(O6N7)
anti, C3'-endo (3T2)

2.7 kJ/mol

B8(O6N7)
anti, C3'-endo (3T2)

2.8 kJ/mol

B9(O6N7)
syn, C2'-endo (2T1)

6.4 kJ/mol

B10(O6N7)
anti, C2'-endo (2T1)

6.5 kJ/mol

B11(O6N7)
anti, C3'-endo (3T2)

7.6 kJ/mol

B12(O6N7)
anti, C3'-exo (3T

2)
7.8 kJ/mol

B13(O6N7)
anti, C3'-exo (3T

2)
8.2 kJ/mol

B14(O6N7)
anti, C3'-endo (3T4)

10.1 kJ/mol

B15(O6N7)
anti, C3'-exo (3T

4)
14.5 kJ/mol

B16(O6N7)
anti, C1'-exo (1T

2)
14.9 kJ/mol

B17(O6N7)
anti, C3'-exo (3T

4)
15.3 kJ/mol

B18(O6N7)
syn, C2'-endo (2T3)

15.9 kJ/mol

B19(O6N7)
anti, C3'-exo (3T

2)
16.6 kJ/mol

B20(O6N7)
anti, C4'-exo (4T

3)
16.9 kJ/mol

[dGuo+Na]+

Figure S2.
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B21(O6N7)
anti, C3'-exo (3T

4)
19.7 kJ/mol

B22(O6N7)
anti, C3'-endo (3T4)

20.9 kJ/mol

B23(O6N7)
anti, C3'-exo (3T

2)
21.3 kJ/mol

B24(O6N7)
anti, C3'-exo (3T

2)
21.4 kJ/mol

B25(O6N7)
anti, C3'-exo (3T

4)
21.7 kJ/mol

B26(O6N7)
anti, C3'-exo (3T

4)
21.8 kJ/mol

B27(O6N7)
syn, C3'-endo (3T4)

21.8 kJ/mol

B28(O6N7)
anti, C3'-endo (3T4)

23.7 kJ/mol

B29(O6N7)
anti, C3'-exo (3T

2)
25.4 kJ/mol

T1(N3O4'O5')
syn, C2'-exo (2T

1)
56.9 kJ/mol

T2(N3O4'O5')
syn, C2'-endo (2T3)

60.3 kJ/mol

T3(N3O4'O5')
syn, C2'-endo (2T3)

60.4 kJ/mol

B1(O4'O5')
syn, C3'-exo (3T

2)
106.3 kJ/mol

[dGuo+Na]+

Figure S2.
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B1(O6N7)
anti, C2'-endo (2T3)

0.0 kJ/mol

B2(O6N7)
syn, C2'-endo (2T1)

0.5 kJ/mol

B3(O6N7)
anti, C3'-endo (3T2)

3.3 kJ/mol

B4(O6N7)
anti, C2'-endo (2T3)

6.3 kJ/mol

B5(O6N7)
anti, C3'-endo (3T2)

6.9 kJ/mol

B6(O6N7)
anti, C1'-exo (1T

2)
7.0 kJ/mol

B7(O6N7)
anti, C1'-exo (1T

2)
7.1 kJ/mol

B8(O6N7)
anti, C4'-exo (4T

3)
8.7 kJ/mol

B9(O6N7)
anti, C2'-endo (2T3)

9.0 kJ/mol

B10(O6N7)
anti, C2'-endo (2T3)

9.1 kJ/mol

B11(O6N7)
syn, C4'-exo (4T

3)
11.0 kJ/mol

B12(O6N7)
anti, C1'-exo (1T

2)
12.7 kJ/mol

B13(O6N7)
anti, C1'-exo (1T

2)
13.7 kJ/mol

B14(O6N7)
anti, C2'-endo (2T3)

13.9 kJ/mol

B15(O6N7)
anti, C4'-exo (4T

3)
18.1 kJ/mol

B16(O6N7)
syn, C1'-exo (1T

2)
18.3 kJ/mol

B17(O6N7)
syn, C1'-exo (1T

2)
18.8 kJ/mol

B18(O6N7)
syn, C2'-endo (2T1)

19.0 kJ/mol

B19(O6N7)
anti, C4'-exo (4T

3)
19.2 kJ/mol

B20(O6N7)
anti, C3'-exo (3T

2)
19.4 kJ/mol

[Guo+Na]+

Figure S3.
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B21(O6N7)
anti, C2'-endo (2T1)

19.9 kJ/mol

B22(O6N7)
anti, C2'-endo (2T1)

20.0 kJ/mol

B23(O6N7)
syn, C2'-endo (2T3)

20.2 kJ/mol

B24(O6N7)
anti, C2'-endo (2T1)

21.9 kJ/mol

B25(O6N7)
anti, C4'-exo (4T

3)
23.6 kJ/mol

B26(O6N7)
syn, C2'-endo (2T1)

24.7 kJ/mol

B27(O6N7)
syn, C2'-endo (2T3)

25.1 kJ/mol

T1(N3O4'O5')
syn, C3'-endo (3T2)

77.4 kJ/mol

T2(N3O4'O5')
syn, C3'-endo (3T2)

77.5 kJ/mol

B1(N3O2')
anti, C2'-endo (2T3)

82.7 kJ/mol

B2(N3O2')
anti, C2'-endo (2T3)

82.8 kJ/mol

T1(N3NH2O2')
anti, O4'-endo (OT4)

83.5 kJ/mol

T2(N3NH2O2')
anti, C3'-exo (3T

4)
84.0 kJ/mol

T3(N3NH2O2')
anti, O4'-endo (OT4)

84.7 kJ/mol

B1(N3O4')
syn, C3'-exo (3T

2)
96.8 kJ/mol

[Guo+Na]+

Figure S3.
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B1(O2'O3')
syn, C2'-endo (2T3)

115.2 kJ/mol

B1(O3'O4')
anti, C3'-exo (3T

4)
121.4 kJ/mol



B1(O6N7)t3
syn, C2'-endo (2T1)

32.2 kJ/mol

B1(N1O6)t7
anti, C3'-endo (3T2)

38.3 kJ/mol

T1(N3O4'O5')t6
syn, C2'-endo (2T1)

46.7 kJ/mol

B1(O6N7)t13
syn, C2'-endo (2T1)

53.8 kJ/mol

T1(N3O4'O5')t16
syn, C1'-exo (1T

O)
119.6 kJ/mol

B1(N1NH)t36
anti, C2'-endo (2T3)

131.4 kJ/mol

T1(N3O4'O5')t17
syn, C2'-exo (2T

3)
134.9 kJ/mol

B1(N1NH)t67
anti, C3'-endo (3T2)

138.7 kJ/mol

B1(N1O6)t37
anti, C2'-endo (2T3)

139.8 kJ/mol

Figure S4.
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[dGuo+Na]+



B1(O6N7)t3
syn, C2'-endo (2T1)

34.2 kJ/mol

B1(N1O6)t7
anti, C2'-endo (2T3)

40.8 kJ/mol

T1(N3O4'O5')t6
syn, C2'-exo (2T

3)
49.0 kJ/mol

B1(O6N7)t13
syn, C4'-exo (4T

3)
57.5 kJ/mol

B1(N1NH)t36
anti, C2'-endo (2T3)

114.6 kJ/mol

T1(N3O4'O5')t16
syn, C1'-exo (1T

O)
122.1 kJ/mol

B1(N1NH)t37
anti, C2'-endo (2T3)

130.4 kJ/mol

B1(N3O2')t17
anti, C3'-exo (3T

2)
134.8 kJ/mol

B1(N1NH)t67
anti, C3'-endo (3T2)

142.1 kJ/mol

Figure S5.
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[Guo+Na]+



Figure S6.
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[dGuo+Na]+ IRMPD

B10(O6N7) 
6.5 kJ/mol
anti
C2'-endo (2T1)

B12(O6N7)
7.8 kJ/mol
anti
C3'-exo (3T

2)

B27(O6N7) 
21.8 kJ/mol
syn
C3'-endo (3T4)

T1(N3O4'O5')
56.9 kJ/mol
syn
C2'-exo (2T

1)

B1(N3O3') 
131.1 kJ/mol
anti
C1'-exo (1T

2)



[dGuo+Na]+ IRMPD

B1(O4'O5')
106.3 kJ/mol
syn
C3'-exo (3T

2)

Figure S7.
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[dGuo+Na]+ IRMPD

B1(O6N7)t3 
32.2 kJ/mol
syn
C2'-endo (2T1)

B1(N1O6)t7
38.3 kJ/mol
anti
C3'-endo (3T2)

T1(N3O4'O5')t6 
46.7 kJ/mol
syn
C2'-endo (2T1)

Figure S8.
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B1(O6N7)t13 
53.8 kJ/mol
syn
C2'-endo (2T1)

T1(N3O4'O5')t16
119.6 kJ/mol
syn
C1'-exo (1T

O)

B1(N1NH)t36 
131.4 kJ/mol
anti
C2'-endo (2T3)

T1(N3O4'O5')t17 
134.9 kJ/mol
syn
C2'-exo (2T

3)

B1(N1NH)t67
138.7 kJ/mol
anti
C3'-endo (3T2)

B1(N1O6)t37 
139.8 kJ/mol
anti
C2'-endo (2T3)

Figure S8.
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[dGuo+Na]+ IRMPD



Figure S9.
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[Guo+Na]+ IRMPD

B4(O6N7) 
6.3 kJ/mol
anti
C2'-endo (2T3)

B11(O6N7)
11.0 kJ/mol
syn
C4'-exo (4T

3)

B20(O6N7) 
19.4 kJ/mol
anti
C3'-exo (3T

2)

B27(O6N7)
25.1 kJ/mol
syn
C2'-endo (2T3)

T1(N3O4'O5') 
77.4 kJ/mol
syn
C3'-endo (3T2)

B1(N3O2') 
82.7 kJ/mol
anti
C2'-endo (2T3)



[Guo+Na]+ IRMPD

B1(O2'O3')
115.2 kJ/mol
syn
C2'-endo (2T3)

B1(O3'O4')
121.4 kJ/mol
anti
C3'-exo (3T

4)

Figure S10.
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[Guo+Na]+ IRMPD

B1(O6N7)t3 
34.2 kJ/mol
syn
C2'-endo (2T1)

B1(N1O6)t7
40.8 kJ/mol
anti
C2'-endo (2T3)

T1(N3O4'O5')t6 
49.0 kJ/mol
syn
C2'-exo (2T

3)

Figure S11.
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B1(O6N7)t13 
57.5 kJ/mol
syn
C4'-exo (4T

3)

B1(N1NH)t36 
114.6 kJ/mol
anti
C2'-endo (2T3)

T1(N3O4'O5')t16 
122.1 kJ/mol
syn
C1'-exo (1T

2)

B1(N1NH)t37 
130.4 kJ/mol
anti
C2'-endo (2T3)

B1(N3O2')t17
134.8 kJ/mol
anti
C3'-exo (3T

2)

B1(N1NH)t67 
142.1 kJ/mol
anti
C3'-endo (3T2)

[dGuo+Na]+ IRMPD

Figure S11.
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