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1. NMR spectra of complex 1.
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Fig. S1. The 'H NMR spectrum of 1-monomer at low concentration in CD;CN-d;.
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Fig. S2. The 3C NMR spectrum of 1-monomer at low concentration in CD;CN-d5.
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Fig. S3. The {'H-3C}(HSQC) NMR spectrum of 1-moenomer at low concentration in CD;CN-d5.
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Fig. S4. The {'H-'H}(COSY) NMR spectrum of 1-monomer at low concentration in CD;CN-ds.
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Fig. S5. The {'H-'H}(NOESY) NMR spectrum of 1-monomer at low concentration in CD3;CN-dj.
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Fig. S6. The {'H-'H}(DOSY) NMR spectrum of 1-monomer at low concentration in CD3;CN-ds.
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Fig. S7. The 'H NMR spectrum of coexistence of 1-monomer and 1-catenane at high concentration in CD;CN-ds.
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Fig. S8. The '3C NMR spectrum of coexistence of 1-monomer and 1-catenane at high concentration in CD;CN-ds.

1 u A
)
=
L &
]
[ % .
L =
Wi
E =
- =
L]
E [ 1
- :1" L
o « |
' =
4 1 B
T T T T T T T T T T T T T T T T T T T
8 6 4 2 F2 [ppm]

Fig. S9. The {'H-3C}(HSQC) NMR spectrum of coexistence of 1-monomer and 1-catenane at high

concentration in CD;CN-dj.
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Fig. S10. The {'H-'H}(COSY) NMR spectrum of coexistence of 1-monomer and 1-catenane at high

concentration in CD;CN-dj.
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Fig. S11. The {'H-'H}(NOESY) NMR spectrum of coexistence of 1-monomer and 1-catenane at high

concentration in CD;CN-dj.



I g

B

=]

| =

il

s
.u. 1-catenane B
1-monomer -

] — =

[ <

[ &n

| 1

[ -

[~ &

L 1

[ =~

I &

[ =

I~ &

10 8 [ 4 2 T2 [ppm]
Fig. S12. The {'H-'H}(DOSY) NMR spectrum of coexistence of 1-monomer and 1-catenane at high

concentration in CD;CN-dj.



2. ESI-TOF-MS spectra of host-guest assemblies.
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Fig. S13. ESI-TOF-MS of guests encapsulated by 1-monomer in methanol. a) {[triphenylene [/1-monomer] +
7CH;0H+H,0-30Tf}3*; b){[perylene [11-monomer] + 6CH3;0H-30Tf}*; c){[coronene [/1-monomer] -+

3CH;0H+4H,0-30T{}3"; d), e), and f) are simulated for a), b), and ¢), respectively.



3. NMR spectra of host-guest assemblies.
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Fig. S14. The 'H-'"H DOSY NMR spectra of triphenylene encapsulated by 1-monomer.
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Fig. S15. The 'H-'H DOSY NMR spectra of perylene encapsulated by 1-monomer.
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Fig. S16. The 'H-'H DOSY NMR spectra of coronene encapsulated by 1-monomer.
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4. Calculated binding constants K values based on 'H NMR titrations.
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Fig. S17. Illustration of the Job’s plot for determination of stoichiometry (triphenylene [J 1-monomer).
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Fig. S18. Illustration of the Job’s plot for determination of stoichiometry (perylene [1 1-monomer).
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Fig. S19. Illustration of the Job’s plot for determination of stoichiometry (coronene [] 1-monomer).



5. IR spectra of complex 1.
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Fig. S20. IR spectra of complex 1.



6. Crystal data of 1.

Table S2. Crystal data of 1.

Formula

M,

T[K]

Crystal system
Space group
a[A]

b[A]

B1°]

AN

V[A3]

Z

Pedtea [g om™]
F(000)

Crystal size [mm? ]
20ax [°]

Reflections collected
Independent reflections
Parameters

Ry [I>20(D)]

wR; [all data]

GOF

CCDC number

Ci32Hi19ClsN6O12Rhg
2811.48
173
Monoclinic
Cc2
41.690(5)
27.665(4)
16.596(2)
90
90.706(6)
90
19140(4)

4

0.976

5684

0.20 x 0.15 x 0.13
77.42
37376
27713
1487
0.1069
0.1976
1.070

2053030




