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NMR Spectra
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Figure S1. 'H NMR of compound 4 (CDCls, 400 MHz, 298 K).
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Figure S2. °C NMR of compound 4 (CD,Cl,, 100 MHz, 298 K).



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

T
00 95 90 85 80 Y5 YO 65 6 0 45 40 35 30

0 55 5
f1 (ppm)

Figure S3. 'H NMR of T (CD,Cl,, 400 MHz, 298 K).
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Figure S4. 'H-'H COSY of T (CD,Cl,, 400 MHz, 298 K).
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Figure S5. °C NMR of T (CD,Cl,, 100 MHz, 298 K).
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Figure S6. 'H NMR of G (CD,Cl,, 400 MHz, 298 K).
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Figure S7. 'H-'H COSY of G (CD,Cl,, 400 MHz, 298 K).
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Figure $8. °C NMR of G (CD,Cl,, 100 MHz, 298 K).
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Figure S9. '"H NMR of P (CDCls, 400 MHz, 298 K).
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Figure S10. 'H-'H COSY of P (CDCls, 400 MHz, 298 K).
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Figure S11. °C NMR of P (CDCls, 100 MHz, 298 K).
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Figure S12. °C NMR of Ce@T (toluene-dg, 100 MHz, 298 K).
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Figure S13. *C NMR of C¢@G (toluene-ds, 100 MHz, 298 K).
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Figure S14. *C NMR of C¢@P (toluene-ds, 100 MHz, 298 K)
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ESI-MS
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Figure S15. ESI-MS spectrum of T.
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Figure S16. ESI-MS spectrum of G.
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Figure S17. ESI-MS spectrum of P.
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Figure S18. Experimental isotopic distributions (black lines) along with calculated isotopic
distributions (red lines) for various charged species obtained after loss of the counter anions in
the ESI-MS of P.
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Figure S19. ESI-MS spectrum of Ce@T (= M) complex.
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Figure S20. ESI-MS spectrum of Cey@G (= M) complex.
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Figure S21. ESI-MS spectrum of Ceo@P (= M) complex.

Figure S22. ESI-MS spectrum of coronene@P (= M) complex.

Relative Abundance

980.4

[M-7PF4]™

[M-SPF [ 2

[M-5PF]**

.
(Aadid Aok had Mibs sadddnaad i

1600

1800

2000

00

ulmllu.nlu‘ T PR ©
thrrererreer e asrtreererrpre bR A LA A et Mt b Lt web L s L W s i

400 600 300 1000 1200

miz

12

1400

1600

1800

2000



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

1517.2

[Coo@P]

Relative Abundance

04 S WSS VUSRI S W SIS T | —

e f i i et e
200 400 600 800 1000 y 1200 1400 1600 1800 2000
m/z

Figure S23. ESI-MS spectrum of mixture of coronene@P with Cg after refluxing for 2h.

Absorption Spectral Data

Kassoc Values were evaluated by applying nonlinear curve-fitting to absorbance

changes (AAbs) observed for the host upon titration with Cgy or coronene:
Adbs = (L(1 + KussocX + KassoeA) = (L*(KassoeX + KassoeA +1)? = 4K ugs0  AXL?)™)/2Kos500A

where X and A represent [Guest]ioa and [Host]ior1, respectively; L denotes A4bs at 100%

complexation; L and K, are parameters.
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Figure S24. (Left) Absorption changes of T in toluene at 298 K upon titration with Cg. (Inset :
nonlinear curve-fitting of UV-vis absorption data at A = 420 nm: Kpsoc = (2.9 £ 0.3) % 10* Mﬁl).
(Right) Job plot analysis using UV-vis absorption data for C@T complex at A =420 nm.
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Figure S25. (Left) Absorption changes of G in toluene at 298 K upon titration with Cg. Inset:
Nonlinear curve fitting of the UV-vis absorption data at A = 420 nm: Kygoc = (9.1 £0.4) X 10*
M. (Right) Job plot analysis using UV-vis absorption data for C¢@G complex at A = 420 nm.
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Figure S26. Absorption changes of P in toluene at 298 K upon titration with Ceo: Kassoc = (3.3 £

0.3) x 10° M"". Inset: Job plot analysis using UV-vis absorption data for C4o@P complex at 4 =

420 nm.
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Figure S27. (Left) Absorption changes of P in CH,Cl, at 298 K upon titration with coronene.

Inset: Nonlinear curve fitting of the UV-vis absorption data at A = 420 nm: Kygoc = (1.1 £ 0.6)

10* M. (Right) Job plot analysis using UV-vis absorption data for coronene@P complex at 4 =

420 nm.
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Energy Minimised Structures
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Figure S28. MM+ computed structure of Cey@T

Figure S30. MM+ computed structure of Co@P. (left) topview and (right) sideview
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Figure S31. MM+ computed structure of coronene@P, (left) sideview and (right) topview.

DOSY NMR
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Figure S32. 'H DOSY of T in CD,CL.
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Figure $33. "H DOSY of G in CD,CL.
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Figure S34. '"H DOSY of P in CD,CL.
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