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Fig. S1. C NMR spectrum of TD in CDCls at room temperature.
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Fig. S2. ESI-MS spectrum of TD in methanol.
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Fig.S3. F NMR spectrum of MA: in CD3OD at room temperature.



_L_A_MMJ_LVM _

| v ‘5
ST
5 ”I. '
? uﬂ“# _w
(¢ :

L e

| ;

8 ] 4 2  F2[ppm]

Fig. S4. H-'H COSY NMR spectrum of MA: in CD3OD at room temperature.
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Fig. S5. DOSY NMR spectrum of MA:1 in CD3OD at room temperature.
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Fig. S7. TH NMR spectrum of MA2 in CD30D at room temperature.



-79.711

T T T
-55 -60 -65 =70 -75 -80 -85 -90 -85 -100 -106 ppm

Fig. S8. 1°F NMR spectrum of MA2 in CD3OD at room temperature.
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Fig. S9. C NMR spectrum of MA: in CD3s0D at room temperature.



oo

g 5 4 2 F2 [ppm]

Fig. S10. *H-'H COSY NMR spectrum of MA: in CD3OD at room temperature.
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Fig. S11. DOSY NMR spectrum of MAz in CD30D at room temperature.
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Fig. 12. Cell viability plots for the cytotoxicity of MAa.
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Fig. S13. *H NMR spectrum of MAs in CD3OD at room temperature.
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Fig. S14.Temperature-dependent *H NMR of MAsz in CD3OD from 20° C to 50° C.
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Fig. S15. °F NMR spectrum of MA3 in CD3OD at room temperature.
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Fig. S16. 1*C NMR spectrum of MA3 in CDsOD at room temperature.
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Fig. S17. *H-'H COSY NMR spectrum of MA3 in CD3OD at room temperature.
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Fig. S18. *H NMR spectrum of MA4 in CD3OD at room temperature.
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Fig. S19. °F NMR spectrum of MA4 in CDsOD at room temperature.
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Fig. S20. 'H-!H COSY NMR spectrum of MA4 in CDs0D at room temperature.
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Fig. S21. DOSY NMR spectrum of MA4 in CD30D at room temperature.
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Fig. S22. Cell viability plots for the cytotoxicity of MA4.
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The Stokes-Einstein equation was used calculate the hydrodynamic radius using the diffusion

coefficient (D) obtained from the DOSY NMR experiment;

kgT
6mnnry

D_

where, D = diffusion coefficient; ks = Boltzmann constant (1.3806 x 102 m?Kgs?K!); T =

Absolute temperature (298 K); 5 = viscosity coefficient of CD30D (6.02 x 10 Kgm's™!); ry =

hydrodynamic radius. The respective values of ry for supramolecular architectures MA |, MA; and

MA@, as calculated from the above equation is summarized in table S1.

Table S1. Diffusion coefficients and hydrodynamic radii of MA1 - MAu.

Molecular | Diffusion coefficient Hydrodynamic radius
Architecture (D) (rn)
MA:1 -9.480 log (m?s?) 1.094 x 10° m (10.94 A)
MA: -9.375 log (m?s?) 8.661 x 10° m (8.66 A)
MA3 -9.451 (logm?s-1) 1.029 x 10° m (10.29 A)
MA4 -9.465 log (m?st) 1.063 x 10° m (10.63 A)
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Fig. S23. (a) Full ESI-MS spectrum of MA1 in methanol;
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Fig. S24. (a) Full ESI-MS spectrum of MA: in methanol;
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Fig. S25. (a) Full ESI-MS spectrum of MAs in methanol; (b), (d) experimental and (c), (e)
theoretical isotopic distribution of the charged fragments.
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Fig. S26. (a) Full ESI-MS spectrum of MA4 in methanol; (b) experimental and (c) theoretical
isotopic distribution of the charged fragment.
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Fig. S27. FTIR spectra of TD and MA1 - MAua.
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Table S2. Selected bond lengths [A] and angles [°] for MA1.

Bond lengths [A]

Bond angles [°]

RUOL-NOOI  2.103(5) | NOOI-Ru01-O00B  81.60(2)
RUO1-O00B  2.122(5) | NOOI-Ru01-000C  87.20(2)
RU01-000C  2.111(5) | OOOC-Ru01-O00B  78.57(18)
Ru02-NOOL  2.096(5) | NOOL-Ru02-0008  82.61(19)
Ru02-0008  2.131(4) | NOOL-Ru02-O00E  85.70(2)
RuU02-O00E  2.100(5) | OOOE-Ru02-0008  78.98(18)
RU03-N0OJ  2.098(5) | NO0J-Ru03-0009 81.65(19)
RU03-0009  2.111(4) | NO0J-Ru03-000D  87.10(2)
RU03-000D  2.136(5) | O009-Ru03-000D  78.15(18)
RUO4-NOON  2.105(6) | NOON-Ru04-O00A  79.80(2)
RU04-O00A  2.106(4) | NOON-RuO4- O00F  85.80(2)
RU04-O00F  2.101(5) | OOOF-Ru04-O00A  78.90(18)
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Chart S1. ICso values (UM) of MA1 — MA4, Ruc and TD on normal lung epithelial cells HPL1D
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Fig. S29. Cell viability plots for the cytotoxicity of Ruc.
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Fig. S30. Cell viability plots for the cytotoxicity of TD.
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