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Figure S1: '"H NMR (CDCls, 600 MHz) spectrum of compound 2.
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Figure S2: * C APT NMR (CDCls, 150 MHz) spectrum of compound 2.
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Figure S3: APCI(+)-HRMS spectrum of compound 2.
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Figure S4: '"H NMR (CDCls, 600 MHz) spectrum of compound 3.
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Figure S5: "H NMR (CDCl,, 600 MHz) spectrum of compound 5.
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Figure S6: 3*C APT NMR (CD.Cl,, 150 MHz) spectrum of compound 5.
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Figure S7: '"H NMR (CDCl,, 400 MHz) spectrum of compound 6.
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Figure S8: 3*C APT NMR (CD.Cl,, 100 MHz) spectrum of compound 6.
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Figure S§9: HRESI(+)-MS spectrum of compound 6.
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Figure S10: '"H NMR (CDCl;, 600 MHz) spectrum of compound 8.
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Figure S11: '*C APT NMR (CDCls, 150 MHz) spectrum of compound 8.

150 120

180

€60S°€
CeLLEN

S/8L'E

$9865

669t't

SbL0'S~.
$811'S”
Sb65°9
60099
[$09°9
2219'94
1919'9
$229'9/
0112'9f
£LTL'9
2129
182L'9]
STEL'9
68€L'9
veITL
€€TTL
782U
ELTL
5962,
680€Z1
81ZEL
0TELL

e

5.0 4.0 3.0 2.0 1.0 0.0

6.0

f1 (ppm)

11.5 10.5 9.5 8.5 75 7.0
Figure S12: '"H NMR (CDCl;, 600 MHz) spectrum of compound M1.
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Figure S13: *C APT NMR (CDCls, 150 MHz) spectrum of compound M1.
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Figure $S14: HRESI(+)-MS spectrum of compound M1.
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Figure $15: HRMS spectrum of the complex between axle 6 and CuCI(SIMes).
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Figure $16: HRMS spectrum of the complex between axle 6 and CuCI(SIMes) [experimental (top)
and calculated (bottom) isotopic patterns].
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Figure $17: HRESI(+)-MS spectrum of the rotaxane R1 [experimental (top) and calculated
(bottom) isotopic patterns].
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Figure S18: ESI(+)-MS? spectrum of rotaxane R1.
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Figure S20: '*C NMR (CD.Cl,, 150 MHz) spectrum of compound R2.
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Figure S21: Zoom 'H NMR (CD.Cl,, 600 MHz) spectrum of compound R2.
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Figure $22: H,H-COSY NMR (CDCl,, 400 MHz) spectrum of compound R2: aromatic region.
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Figure $23: H,H-ROESY NMR (CDCl,, 400 MHz) spectrum of compound R2: aromatic region.
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Figure S24: HSQC NMR (CD2Clz, 400 MHz) spectrum of compound R2: aromatic region.
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Figure $25: HMBC NMR (CD.Cl,, 400 MHz) spectrum of compound R2: aromatic region.
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Figure $26: '"H-DOSY NMR (MeCN-as, 400 MHZz) spectrum of compound R2.
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Figure S$27: HRESI(+)-MS spectrum of compound R2.

1334,7510

—

==

[M2+H]* [R2+H]*
654.4396 [6+ H]"'
22332832
5742736 1660.0208
600 800 1000 1200 1400 1600 1800 2000 2200 2400

mwz

Figure $28: ESI(+)-MS? spectrum of rotaxane R2.
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