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I. General Methods.

All reagents were used as purchased. All reported yields are isolated yields. CuAAC
reactions were performed on vials at open air. Merrifield resin (1% DVB, f= 1.1 mmol
Cl g resin) was obtained from Novabiochem. All flash chromatography was carried
out using 60 mesh silica gel and dry-packed columns. 'H (400.13 MHz) and "*C (100.63
MHz) Nuclear Magnetic Resonance (NMR) spectra were recorded on a Bruker Advance
400 Ultrashield spectrometer in CDCIl3 at room temperature (unless otherwise stated).
Chemical shifts (0) are reported with respect to tetramethylsilane as internal standard, or
to the corresponding solvent residual peak, in ppm. IR spectra were recorded on a
Bruker Tensor 27 FT-IR spectrometer. Elemental analyses made in C.A.I. Microanalisis
Elemental, Universidad Complutense de Madrid (Spain). High Resolution Mass Spectra
(HRMS) were performed by the High Resolution Mass Spectromety Service at the
Institute of Chemical Research of Catalonia. UV spectra were recorded on a Shimadzu
UV-1700 spectrophotometer. The optical rotation was recorded on Jasco P-1030

Polarimeter.

I1. Calibration Curve for UV-Vis Analysis of Cu Content in Triazoles 9'
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ITI. NMR spectra of 3-[tris(1-benzyl-1H-1,2,3-triazol-4-yl)methoxy|propyne (4).
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IV. 'H and *C NMR Data/Spectra of 1,2,3-triazoles.

1-benzyl-4-phenyl-1H-1,2,3-triazole (9a):
-N
N2

N
=
B
/

'H NMR (400 MHz, CDCls): 6 7.81 —7.77 (m, 2H), 7.66 (s, 1H), 7.41 — 7.29 (m, 8H),
5.57 (s, 2H) ppm.

C NMR (100 MHz, (CD5),S0): § 147.2, 136.5, 131.2, 129.3, 129.2, 128.6, 128.3,
125.7, 122.0, 53.5 ppm.

Spectroscopic data matched the literature”.

(4-(1-benzyl-1H-1,2,3-triazol-4-yl)phenyl)methanol (9b):

NEAR

Neoalk®

'H NMR (400 MHz, (CD3),S0): 6 8.61 (s, 1H), 7.82 (s, 2H), 7.40 — 7.37 (m, 7H), 5.64
(s, 2H), 5.24 — 5.22 (m, 1H), 4.53 (s, 2H) ppm.

C NMR (100 MHz, (CD5),S0): § 147.2, 142.8, 136.5, 129.6, 129.3, 128.6, 128.4,
127.4,125.4,121.8, 63.1, 53.5 ppm.

Spectroscopic data matched the literature’.

2-(1-benzyl-1H-1,2,3-triazol-4-yl)propan-2-ol (9¢):
-N

A0

'H NMR (400 MHz, CDCls): 6 7.43 (s, 1H), 7.25 — 7.15 (m, 5H), 5.36 (s, 2H), 4.09 (br,
1H), 1.51 (s, 6H) ppm.

BC NMR (100 MHz, CDCl3): 6 156.3, 133.8, 129.0, 128.5, 128.0, 119.7, 69.4, 53.9,
30.5 ppm.

Spectroscopic data matched the literature”.

(1-benzyl-1H-1,2,3-triazol-4-yl)(phenyl)methanol (9d):
=N
N=Y.

N
HO =
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'H NMR (400 MHz, (CD3),S0): 6 7.95 (s, 1H), 7.43 —7.25 (m, 10H), 5.99 (d, /= 4.6
Hz, 1H), 5.84 (d, J = 4.6 Hz, 1H), 5.56 (s, 2H) ppm.

C NMR (100 MHz, (CD5),S0): § 152.3, 144.5, 136.6, 129.2, 128.6, 128.5, 128.5,
127.5, 126.8, 122.6, 68.5, 53.2 ppm.

Spectroscopic data matched the literature’.

2-(1-benzyl-1H-1,2,3-triazol-4-yl)ethanol (9e):

NEAR

70
'H NMR (400 MHz, (CD3),S0): 6 7.89 (s, 1H), 7.38 — 7.29 (m, 5H), 5.54 (s, 2H), 4.67
(t,J=5.3 Hz, 1H), 3.62 (q, J = 6.3 Hz, 2H), 2.76 (t, J = 4.6 Hz, 2H) ppm.
C NMR (100 MHz, (CD5),S0): § 145.2, 136.7, 129.2, 128.5, 128.4, 123.0, 60.8, 53.1,

29.6 ppm.
Spectroscopic data matched the literature”.

(1-benzyl-1H-1,2,3-triazol-4-yl)methyl acetate (9f):
-N
NS

5
S0

'H NMR (400 MHz, CDCls): 6 7.54 (s, 1H), 7.33 —7.22 (m, 5H), 5.47 (s, 2H), 5.13 (s,
2H), 1.99 (s, 3H) ppm.

BC NMR (100 MHz, CDCls): ¢ 170.7, 143.1, 134.5, 129.1, 128.8, 128.1, 123.7, 57.6,
54.1, 20.8 ppm.

Spectroscopic data matched the literature®.

1-benzyl-1H-1,2,3-triazole-4-carboxylic acid (9g):
HO N:N
MN
o
"H NMR (400 MHz, (CD3),SO): 6 8.77 (s, 1H), 7.38 — 7.34 (m, 5H), 5.64 (s, 2H) ppm.

Spectroscopic data matched the literature’.

1-(1-benzyl-1H-1,2,3-triazol-4-yl)-N,N-dimethylmethanamine (9h):
N
Nz

'w“Q
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'H NMR (400 MHz, CDCls): § 7.37 (s, 1H), 7.25-7.11 (m, 5H) 5.39 (s, 2H), 3.46 (s,
2H), 2.13 (s, 6H) ppm.

BC NMR (100 MHz, CDCLy): § 145.4, 134.8, 128.9, 128.5, 127.9, 122.5, 54.2, 53.9,
45.0 ppm.

Spectroscopic data matched the literature®.

4-(1-benzyl-1H-1,2,3-triazol-4-yl)aniline (9i):
=N

Noglie

'H NMR (400 MHz, (CD3),SO): 6 8.31 (s, 1H), 7.50 — 7.48 (d, J = 8.5 Hz, 2H), 7.37 —
7.33 (m, 5H), 6.61 — 6.58 (d, J = 8.6 Hz, 2H), 5.58 (s, 2H), 5.22 (br, 2H) ppm.

C NMR (100 MHz, (CD5),S0): § 149.1, 136.7, 129.2, 128.5, 128.3, 126.6, 119.7,
118.8, 114.3, 53.3 ppm.

Spectroscopic data matched the literature’.

1-benzyl-4-((((3R,5S)-5-(diphenyl((trimethylsilyl)oxy)methyl)pyrrolidin-3-
yhoxy)methyl)-1H-1,2,3-triazole (9j):

/NN

Ph

H OTMS
Physical form: thick orange oil.
'H NMR (400 MHz, CDCls): d 7.57 (s, 1H), 7.48-7.46 (d, J = 7.15 Hz, 2H), 7.38-7.23
(m, 13H), 5.51-5.50 (d, J=2.20 Hz, 2H), 4.53 (d, J = 2.15 Hz, 2H), 4.44 (t, J = 8.03 Hz,
1H), 3.90 (brs, 1H), 3.08-3.06 (d, J = 11.60 Hz, 1H), 2.85-2.82 (dd, J = 11.90, 4.70 Hz,
1H), 1.82-1.81 (dd, J = 12.15 Hz, 2H), -0.078 (s, 9H) ppm.
BC NMR (100 MHz, CDClL): § 145.6, 145.5, 134.6, 129.1, 128.7, 128.4, 128.1, 127.9,
127.8,127.7, 127.3, 127.2, 122.7, 82.6, 78.8, 64.0, 62.5, 54.2, 52.2, 34.3, 2.16 ppm.
IR (ATR): v =3306.02, 3054.07, 2953.28, 1592.51, 1404.37, 1343.21, 1131.95, 917.53.
HRMS calculated for C30H3sN40,SiNa: 535.2505. Found: 535.2523 ([M'Na]").
[a]p”® = -2.65 + 0.693 (¢=0.97 in CHCl;).

1-benzyl-4-hexyl-1H-1,2,3-triazole (9k):
-N

Jalke
.
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'H NMR (400 MHz, (CD3),S0): 6 7.89 (s, 1H), 7.36 — 7.27 (m, 5H), 5.54 (s, 2H), 2.61

—2.57 (t,J=17.5Hz, 2H), 1.59 — 1.55 (t, J= 6.8 Hz, 2H), 1.26 (s, 6H), 0.86 — 0.83 (t, J
= 6.3 Hz, 3H) ppm.

C NMR (100 MHz, (CD3),SO): § 147.8, 136.8, 129.2, 128.5, 128.2, 122.4, 53.1, 31 .4,
29.4,28.7,25.5,22.5, 14.3 ppm.

Spectroscopic data matched the literature'.

1-phenethyl-4-phenyl-1H-1,2,3-triazole (91):

-N
@J“N“/@
S

'H NMR (400 MHz, CDCls): 6 7.80 — 7.79 (d, J = 7.1 Hz, 2H), 7.51 (s, 1H), 7.43 — 7.15
(m, 8H), 4.65 —4.62 (t, J= 7.3 Hz, 2H), 3.28 — 3.25 (t,J = 7.3 Hz, 2H) ppm.

BC NMR (100 MHz, CDCls): 6 147.5, 137.1, 130.7, 128.9, 128.8, 128.7, 128.0, 127.1,
125.7, 120.0, 51.7, 36.8 ppm.

Spectroscopic data matched the literature”.

4-hexyl-1-phenethyl-1H-1,2,3-triazole (9m):

-N
=~

'H NMR (400 MHz, CDCls): 6 7.27 — 7.07 (m, 5H), 7.00 (s, 1H), 4.54 — 4.50 (t, J=17.3
Hz, 2H), 3.18 - 3.15 (t, /= 7.3 Hz, 2H), 2.66 — 2.63 (t, J = 7.6 Hz, 2H), 1.63 — 1.56 (m,
2H), 1.31 - 1.26 (m, 6H), 0.89 — 0.85 (m, 3H) ppm.

C NMR (100 MHz, CDCls): 6 148.1, 137.3, 128.7, 128.6, 126.9, 120.9, 51.4, 36.8,
31.6,29.4,28.8,25.6,22.6, 14.1 ppm.

Spectroscopic data matched the literature' .

1-octyl-4-((phenylthio)methyl)-1H-1,2,3-triazole n)':
=N

N S\)Q/N/\/\/\/\

=

'H NMR (400 MHz, CDCls): § 7.31 — 7.14 (m, 6H), 4.24 — 4.19 (m, 4H), 1.80 — 1.77
(m, 2H), 1.22 (s, 10H), 0.87 — 0.84 (t, J = 6.9 Hz, 3H) ppm.

C NMR (100 MHz, CDCls): 6 144.7, 135.6, 129.5, 128.9, 126.4, 121.9, 50.3, 31.7,
30.2,29.0, 28.9, 28.9, 26.4, 22.6, 14.1 ppm.

Spectroscopic data matched the literature®.
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1,4-diphenyl-1H-1,2,3-triazole (90):

'H NMR (400 MHz, CDCls): 6 8.19 (s, 1H), 7.92 — 7.26 (m, 10H) ppm.

BC NMR (100 MHz, CDCls): 6 148.4, 137.1, 130.3, 129.8, 129.0, 128.8, 128.4, 125.9,
120.5, 117.6 ppm.

Spectroscopic data matched the literature’.

1-(4-bromophenyl)-4-phenyl-1H-1,2,3-triazole (9p):
N

[/\]:
N\/)—\Q
Br- :

'H NMR (400 MHz, (CD3),SO): 6 9.35 (s, 1H), 7.95 — 7.40 (m, 9H) ppm.
Spectroscopic data matched the literature’.

(4-(1-(4-nitrobenzyl)-1H-1,2,3-triazol-4-yl)phenyl)methanol (9q):

HO

'H NMR (400 MHZ, CD;OD): 6 8.37 (s, 1H), 7.94 (d, J = 8 Hz, 2H), 7.55 (d, J = 8 Hz,
2H), 7.29 (d, J = 8 Hz, 2H), 7.13 (d, J = 8 Hz, 2H), 5.55 (s, 2H), 5.05 (t, /=4 Hz, 1H),
4.27 (d,J=4Hz ,1H) ppm.

BC NMR (100 MHz, (CD;),SO): 6 147.3, 147.0, 143.4, 142.5, 129.1, 129.0, 127.1,
125.2,124.0, 121.8, 62.8, 52.3 ppm.

Spectroscopic data matched the literature®.
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