
S1

BASE PAIRING INVOLVING ARTIFICIAL BASES IN VITRO AND IN VIVO 
Omprakash Bande†b, Darren Braddick†a, Stefano Agnello†b, Miyeon Jangb, Valérie Pezoa, Guy Schepersb, Jef Rozenskib, Eveline 
Lescrinierb, Philippe Marlièrea, Piet Herdewijna,b*

a iSSB - CNRS FRE3561, University of Evry-Val-d'Essonne, 5 rue Henri Desbruères, Genopole Campus 1, Bât. 6, F-91030 Évry 
Cedex, France.
b Medicinal Chemistry, Rega Institute for Medical Research, KU Leuven, Minderbroedersstraat 10, 3000 Leuven, Belgium.
† Contributed equally to this article.
* Corresponding author: piet.herdewijn@rega.kuleuven.be; tel. +32 16 337387

Supplementary Results

Table of Contents

Supplementary Table 1 - MS analysis of oligonucleotides Page S1-2

Compounds NMR data

9 1H and 13C, Page S3

10a 1H and 13C, Page S4

14a 1H and 13C, Page S5

15a 1H and 13C Page S6

1a 1H and 13C Page S7

16a 1H and 13C Page S8

17a 1H and 13C, Page S9

18a 31P and HRMS, Page S10

12 1H and 13C, Page S11

13 1H and 13C Page S12

10b 1H and 13C Page S13

14b 1H and 13C Page S14

15b 1H and 13C Page S15

1b 1H and 13C, Page S16

16b 1H and 13C, Page S17

Electronic Supplementary Material (ESI) for Chemical Science.
This journal is © The Royal Society of Chemistry 2015

mailto:piet.herdewijn@rega.kuleuven.be


17b 1H and 13C, Page S18

18b 31P and HRMS Page S19

20a 1H and 13C, Page S20

21a 1H and 13C, Page S21

22a 1H and 13C, Page S22

23a 1H and 13C, Page S23

24a 31P and HRMS Page S24

20b 1H and 13C, Page S25

21b 1H and 13C, Page S26

22b 1H and 13C, Page S27

23b 1H and 13C, Page S28

24b 31P and HRMS Page S29

3 1H and 13C, Page S30

25 1H and 13C, Page S31

26 31P and HRMS Page S32

27 1H and 13C, Page S33

28 1H and 13C, Page S34

29 31P and HRMS Page S35

30 1H and 13C, Page S36

31 1H and 13C, Page S37

32 31P and HRMS Page S38



S1

Supplementary Table 1: MS analysis of oligonucleotides

Oligonucleotide Sequence Calculated

Mass

Mass Found 

1. d[GGT AGC A(8-aza-G)C GGT G] 4054.7 4055.3

2. d[GGT AGC A(8-aza-9-deaza-G)C GGT G] 4053.7 4053.9

3. d[CAC CG(8-NH2-Hx) TGC TAC C] 3893.7 3893.9

4. d[CAC CG(1-Me-8-NH2-Hx) TGC TAC C] 3907.7 3907.8

5. d[CAC CG(8-Oxo-Hx) TGC TAC C] 3894.7 3894.8

6. d[CAC CG(8-Oxo-A) TGC TAC C] 3893.7 3893.7

7. d[CAC CG(8-Oxo-G) TGC TAC C] 3909.7 3909.8

8. d[P-CTA (8-NH2-Hx)CG CCG TGC CAT GCA] 5537.9 5537.5

9. d[P-CTA (1-Me-8-NH2-Hx)CG CCG TGC CAT GCA] 5551.9 5552.0

10. d[P-CTA (8-Oxo-Hx)CG CCG TGC CAT GCA] 5538.9 5539.0

11. d[P-CTA (8-aza-G)CG CCG TGC CAT GCA] 5538.9 5538.8

12. d[P-CTA (8-aza-9-deaza-G)CG CCG TGC CAT GCA] 5537.9 5538.3

13. d[P-CTA GCG CCG (8-NH2-Hx)GC CAT GCA] 5562.9 5562.6

14. d[P-CTA GCG CCG (1-Me-8-NH2-Hx)GC CAT GCA] 5576.9 5576.9

15. d[P-CTA GCG CCG (8-Oxo-Hx)GC CAT GCA] 5563.9 5563.6

16. d[P-CTA GCG CCG (8-aza-G)GC CAT GCA] 5563.9 5563.8

17. d[P-CTA GCG CCG (8-aza-9-deaza-G)GC CAT GCA] 5562.9 5563.3

18. d[P-CTA GCG CCG TG(8-NH2-Hx)CAT GCA] 5577.9 5577.7

19. d[P-CTA GCG CCG TG(1-Me-8-NH2-Hx)CAT GCA] 5591.9 5591.9

20. d[P-CTA GCG CCG TG(8-Oxo-Hx) CAT GCA] 5578.9 5578.8

21. d[P-CTA GCG CCG TG(8-aza-G) CAT GCA] 5578.9 5579.0

22. d[P-CTA GCG CCG TG(8-aza-9-deaza-G) CAT GCA] 5577.9 5578.3

23. d[P-CTA GCG CCG TGC C(8-NH2-Hx)T GCA[ 5537.9 5537.5

24. d[P-CTA GCG CCG TGC C(1-Me-8-NH2-Hx)T GCA] 5567.9 5568.0

25. d[P-CTA GCG CCG TGC C(8-Oxo-Hx)T GCA] 5554.9 5554.7

26. d[P-CTA GCG CCG TGC C(8-aza-G)T GCA] 5554.9 5555.5

27. d[P-CTA GCG CCG TGC C(8-aza-9-deaza-G)T GCA] 5553.9 5553.9

28. d[P-CTA GC(8-Oxo-Hx) CCT TGT CAT GCA] 5528.9 5528.5

29. d[P-CTA GC(8-aza-G) CCT TGT CAT GCA] 5528.9 5529.5

30. d[P-CTA GC(8-aza-9-deaza-G) CCT TGT CAT GCA] 5527.9 5528.1
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31. d[P-CTA GC(8-Oxo-A) CCT TGT CAT GCA 5527.9 5528.5

32. d[P-CTA GC(8-Oxo-G) CCT TGT CAT GCA] 5543.9 5544.2

33. d[P-CTA GCX CXT TGT CAT GCA (X=8-Oxo-Hx)] 5569.9 5569.8

34. d[P-CTA GCX CXT TGT CAT GCA (X=8-aza-G)] 5569.9 5570.4

35. d[P-CTA GCX CXT TGT CAT GCA (X=8-aza-9-deaza-G)] 5567.9 5567.6

36. d[P-CTA GCX CXT TGT CAT GCA (X=8-Oxo-A)] 5567.9 5568.3

37. d[P-CTA GCX CXT TGT CAT GCA (X=8-Oxo-G)] 5599.9 5600.2

38. d[P-CTA GCX XCT TGT CAT GCA (X=8-Oxo-Hx)] 5569.9 5569.8

39. d[P-CTA GCX XCT TGT CAT GCA (X=8-aza-G)] 5569.9 5570.3

40. d[P-CTA GCX XCT TGT CAT GCA (X=8-aza-9-deaza-G)] 5567.9 5568.3

41. d[P-CTA GCX XCT TGT CAT GCA (X=8-Oxo-A)] 5567.9 5568.3

42. d[P-CTA GCX XCT TGT CAT GCA(X=8-Oxo-G)] 5599.9 5600.3

43. d[P-CTA GCX XXT TGT CAT GCA (X=8-Oxo-Hx)] 5610.9 5611.0

44. d[P-CTA GCX XXT TGT CAT GCA (X=8-aza-G)] 5610.9 5611.7

45. d[P-CTA GCX XXT TGT CAT GCA (X=8-aza-9-deaza-G)] 5607.9 5608.3

46. d[P-CTA GCX XXT TGT CAT GCA (X=8-Oxo-A)] 5607.9 5608.3

47. d[P-CTA GCX XXT TGT CAT GCA (X=8-Oxo-G)] 5655.9 5656.3
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