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Figure S1. Mass spectrum for the iQ[7]- BPY?*system.
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Figure S2. Mass spectrum for the iQ[7]- MV?* system.
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Figure S3. Mass spectrum for the iQ[7]-EV?" system.
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Figure S4. Mass spectrum for the iQ[7]- PV?' system.
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Figure S5. Mass spectrum for the iQ[7]- BV?' system.
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Figure S6. Mass spectrum for the iQ[7]- FV?' system.
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Figure S7. Mass spectrum for the iQ[7]- HV?*'system.
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Figure S8. Mass spectrum for the iQ[7]- SV?*system.



0.351

A — T = .~

e [ o (7]

N < n =]
1 L 1

Absorbance(a.u.)

e @
> —
n =]
L 1

0.00

220 240 260 280 300 320 340
Wavelength(nm)

Figure S9. UV spectrum of BPY?" (2 x 10 mol L!) upon addition of increasing
amounts (0, 0.1, 0.2, 0.3, 0.4, 05, 0.6, 0.7, 0.8, 0.9, 1.0, 1.2, 1.4, 1.6 equiv.) of iQ[7], with

an excitation of 247 nm.
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Figure S10. UV spectrum of MV?" (2 x 10° mol L) upon addition of increasing
amounts (0, 0.2, 0.4, 0.6, 0.8, 1.0, 1.2, 1.4, 1.6, 1.8, 2.0 equiv.) of iQ[7], with an

excitation of 257 nm.
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Figure S11. UV spectrum of EV?" (2 x 10 mol L") upon addition of increasing
amounts (0, 0.2, 0.4, 0.6, 0.8, 1.0, 1.2, 1.4, 1.6, 1.8, 2.0 equiv.) of iQ[7], with an

excitation of 259 nm.
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Figure S12. UV spectrum of PV?" (2 x 10° mol L™!) upon addition of increasing

amounts (0, 0.1, 0.2, 0.3, 0.4, 0.5, 0.6, 0.7, 0.8, 0.9, 1.0, 1.2, 1.4, 1.6, 1.8, 2.0 equiv.) of

iQ[7], with an excitation of 259 nm.
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Figure S13. UV spectrum of BV?" (2 x 10 mol L") upon addition of increasing

amounts (0, 0.2, 0.4, 0.6, 0.8, 1.0, 1.2, 1.4, 1.6, 1.8, 2.0 equiv.) of iQ[7], with an

excitation of 262 nm.
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Figure S14. UV spectrum of FV?" (2 x 10 mol L") upon addition of increasing

amounts (0, 0.2, 0.4, 0.6, 0.8, 1.0, 1.2, 1.4, 1.6, 1.8, 2.0, 2.2, 2.4, 2.6 equiv.) of iQ[7],

with an excitation of 261 nm.
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Figure S15. UV spectrum of HV?" (2 x 10 mol L") upon addition of increasing

amounts (0, 0.2, 0.4, 0.6, 0.8, 1.0, 1.2, 1.4, 1.6, 1.8, 2.0, 2.2, 2.4, 2.6 equiv.) of iQ[7],

with an excitation of 262 nm.

0.6

0.5

> =
w &

=
o

Absorbance(a.u.)

0.1

0.0

220 240 260 280 300 320 340
Wavelength(nm)

Figure S16. UV spectrum of SV?" (2 x 10 mol L) upon addition of increasing
amounts (0, 0.2, 0.4, 0.6, 0.8, 1.0, 1.2, 1.4, 1.8, 2.2, 2.6, 3.0 equiv.) of iQ[7], with an

excitation of 261 nm.
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Figures S17. Isothermal Titration Calorimetry for the iQ[7]-BPY?**system.
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Figures S18. Isothermal Titration Calorimetry for the iQ[7]- MV?* system.
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Figures S19. Isothermal Titration Calorimetry for the iQ[7]- EV?' system.
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Figures S20. Isothermal Titration Calorimetry for the iQ[7]- PV2" system.



Time(min)
0 20 40 60 80

Corrected Heat Rate (nJ/s)

Normalized Fit (kJ/mol)

'35 * T ” | T . T " T ¥ T . T *
00 02 04 06 08 10 1.2 14
Molar Ratio

Figures S21. Isothermal Titration Calorimetry for the iQ[7]- BV?" system.
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Figures S22. Isothermal Titration Calorimetry for the iQ[7]- FV?*system.
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Figures S23. Isothermal Titration Calorimetry for the iQ[7]- HV?' system.
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Figures S24. Isothermal Titration Calorimetry for the iQ[7]- SV?*system.



Figures S25. ORTEP of asymmetric unit of iQ[7]- HV?* system with atoms drawn as

30% probability ellipsoids.



Figures S26. ORTEP of asymmetric unit of iQ[7]- SVZ* system.



