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NMR spectra of compounds
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Figure S1. 'H NMR spectrum of compound 2
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Figure S2. '*C NMR spectrum of compound 2
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Figure S3. 'H NMR spectrum of compound 3
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Figure S5. 'H NMR spectrum of compound 4
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Figure S6. '*C NMR spectrum of compound 4
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Figure S7. 'H NMR spectrum of compound 5
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Figure S8. '*C NMR spectrum of compound 5
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Figure S9. 'H NMR spectrum of compound 6
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Figure S10. '*C NMR spectrum of compound 6

S6



[ied] g2 02 gl ol g0 00- [1a4] v e

L b e v e v v b v b o | T Y S Y S ST N S |

S7

. 156161
6621’1 81507 —\

[ppm]

L0lE £666°6Z ~

Spee 8266'62 —

ESSTE

[ppm]

PO6S" C
oI ¢—
]

p-2-42

~"Luuh~‘\_
:

wmuo., - :mm.vu
96261 — i
28y 2ize82

- 8158'92
biee'l | LeeyLe —7
LibeL £96€ 1 zeabie—
ZhbeL | .
z98e'L Z8el wmmwmw
£e9e'L 80V 3
Py 191 8685°SY
ety L LLoL'8y
8vee'L L S9v9'88 —
0695'L
65151
2685°1 L
L1651 u_
6965°L o

1}77
2

Lpl0'99 —

2909'L - L
6819'L —
8829'| — -
8268 | — s2601L
Lev8'L J—] %W
16v8°L £e0V L
§688°1 | <
v6s8'L

#998'L L
1626}
£ev6' L S
£vZ0'Z —== 0000}
8980'Z
11502 -
§£90°Z .
¥8L0°Z

9198'¢8 —
vZLLros —

6589°L2)

100

TEEZEECL

poeibe 08eS'621

£€€95°¢

obve el ——
6200'vEL
€0l9'sel

9995°¢
26L5°C F
0969°€
€L0L°€
L1211 -«
OvgL e —
6105V — B
€215 — L

Figure S11. 'H NMR spectrum of compound 7
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Figure S12. '*C NMR spectrum of compound 7
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Figure S13. 'H NMR spectrum of compound 8
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Figure S14. '*C NMR spectrum of compound 8
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Figure S15. '"H NMR spectrum of compound 9
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Figure S16. '*C NMR spectrum of compound 9
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Figure S17. '"H NMR spectrum of compound 10
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Figure S18. '3C NMR spectrum of compound 10
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Figure S19. 'H NMR spectrum of compound 11
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Figure S20. '3C NMR spectrum of compound 11
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Figure S21. '"H NMR spectrum of compound 12
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Figure S23. '"H NMR spectrum of compound 13
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Figure S24. 3C NMR spectrum of compound 13
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Figure S25. 'H NMR spectrum of compound 14
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Figure S26. '*C NMR spectrum of compound 14
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Figure S27. 'H NMR spectrum of compound 1
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Figure S28. '*C NMR spectrum of compound 1
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Figure S32. NMR-ROESY spectrum of compound 1
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Figure S33. 'H NMR spectrum of compound 21
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Figure S34. '3C NMR spectrum of compound 21
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Figure S35. 'H NMR spectrum of compound 22
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Figure S36. '*C NMR spectrum of compound 22
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Figure S38. NMR-HSQC spectrum of compound 22
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Figure S41. '"H NMR spectrum of compound 23
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Figure S42. C NMR spectrum of compound 23
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Figure S43. NMR-COSY spectrum of compound 23
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Figure S44. NMR-HSQC spectrum of compound 23
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Figure S46. NMR-ROESY spectrum of compound 23
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Figure S47. Monitoring SPAAC of cyclooctyne 1 and benzylazide by '"H NMR. The signals of the
most relevant protons of each structure are indicated with colored arrows in the spectra, which
match with the colored circles drawn on the structures

Figure S48. Numeration of atoms used for the nomenclature of acyclic precursors
(e.g. compound 14) and cyclic products (e.g. compound 1)
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