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Figure S1.

Simulated and experimental PXRD patterns of 1.
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Figure S2. Simulated and experimental PXRD patterns of 2.
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Figure S4. Simulated and experimental PXRD patterns of 4.

Complex 4
— Simulated

T

r - 1 v I 1t r v 1 71 ™ 1T °' 1
10 15 20 25 30 35 40 45 50

2 theta



Figure S5. Simulated and experimental PXRD patterns of 5.

Complex §
—— Simulated

! | W W D N

R

T ¥ T ’ T ' T ¥ T ¥ T ¥ T ¥ T ¥ 1
10 15 20 25 30 35 40 45 50

2 theta

T



Figure S6. Simulated and experimental PXRD patterns of 6.
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Figure S7. Simulated and experimental PXRD patterns of 7.
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Figure S8. Simulated and experimental PXRD patterns of 8.
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Figure S9. Simulated and experimental PXRD patterns of 9.

Complex 9
Simulated
T W—
I ' I ! I ! I ! I ! I ! | ! I ! I ! |
5 10 15 20 25 30 35 40 45 50

2 theta



Figure S10. The TGA curve for complex 1.
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Figure S11. The TGA curve for complex 2.
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Figure S12. The TGA curve for complex 3.
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Figure S13. The TGA curve for complex 4.
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Figure S14. The TGA curve for complex 5.
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Figure 15. The TGA curve for complex 6.
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Figure S16. The TGA curve for complex 7.
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Figure S17. The TGA curve for complex 8.
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Figure S18. The TGA curve for complex 9.
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Table S1. Iodine adsorption experiments for complex 7 at 25 °C.

adsorption initial ~ finial  lodine =~ Weight  average

times times weight weight content change (mgg?)
(min) (mg) (mg) (mg) (mggh)
1 35.193 35.201 0.008 0.227

30 2 35.225 35.232 0.007 0.199 0.208
3 35.227 35.232 0.007 0.199
1 35.192 35.206 0.014 0.398

60 2 35.215 35.228 0.013 0.369 0.379
3 35.225 35.238 0.013 0.369
1 35.219 35.237 0.018 0.511

120 2 35.216 35.238 0.019 0.540 0.521
3 35.225 35.243 0.018 0.511
1 35.210 35.290 0.021 0.596

180 2 35.222 35.305 0.020 0.568 0.587
3 35.228 35.249 0.021 0.596
1 35.227 35.249 0.022 0.625

360 2 35225 35246  0.021 0.596 0.606
3 35.228 35.249 0.021 0.596




Table S2. Iodine adsorption experiments for complex 7 at 60 °C.

adsorption initial ~ finial  lodine =~ Weight  average

times times weight weight content change (mgg?)
(min) (mg) (mg) (mg) (mggh)
1 35.201 35.215 0.014 0.398

30 2 35.222 35.235 0.013 0.369 0.379
3 35.221 35.234 0.013 0.369
1 35.180 35.199 0.019 0.540

60 2 35.281 35.301 0.020 0.568 0.549
3 35.262 35.287 0.019 0.540
1 35.180 35.201 0.021 0.596

120 2 35.281 35.301 0.020 0.568 0.587
3 35.262 35.289 0.021 0.596
1 35.197 35.219 0.022 0.625

180 2 35.288 35.309 0.021 0.596 0.606
3 35.268 35.289 0.021 0.596
1 35.240 35.262 0.022 0.625

360 2 35240 35261  0.021 0.596 0.606
3 35.262 35.283 0.021 0.596




Table S3. Iodine adsorption experiments for complex 8 at 25 °C.

adsorption initial ~ finial  lodine =~ Weight  average

times times weight weight content change (mgg?)
(min) (mg) (mg) (mg) (mggh)
1 38.521 38.522 0.001 0.258

30 2 38.518 38.519 0.001 0.258 0.258
3 38.512 38.513 0.001 0.258
1 38.517 38.519 0.002 0.519

60 2 38.510 38.512 0.002 0.519 0.606
3 38.511 38.514 0.003 0.779
1 38.520 38.524 0.004 1.038

120 2 38.515 38.519 0.004 1.038 0.952
3 38.516 38.519 0.003 0.779
1 38.520 38.525 0.005 1.298

180 2 38.519 38.524 0.005 1.298 1.298
3 38.518 38.523 0.005 1.298
1 38.520 38.525 0.005 1.298

360 2 38.521 38.527 0.006 1.558 1.385
3 38.521 38.527 0.006 1.558




Table S4. Iodine adsorption experiments for complex 8 at 60 °C.

adsorption initial ~ finial  lodine =~ Weight  average

times times weight weight content change (mgg?)
(min) (mg) (mg) (mg) (mggh)
1 38.521 38.523 0.002 0.519

30 2 38.518 38.520 0.002 0.519 0.606
3 38.512 38.515 0.003 0.779
1 38.517 38.522 0.005 1.298

60 2 38.515 38.520 0.005 1.298 1.298
3 38.511 38.516 0.005 1.298
1 38.520 38.526 0.006 1.558

120 2 38.515 38.521 0.006 1.558 1.558
3 38.516 38.522 0.006 1.558
1 38.520 38.526 0.006 1.558

180 2 38.521 38.527 0.006 1.558 1.558
3 38.522 38.528 0.006 1.558
1 38.520 38.526 0.006 1.558

360 2 38.520 38.526 0.006 1.558 1.558
3 38.521 38.527 0.006 1.558




Table S5. Iodine adsorption experiments for complex 9 at 25 °C.

adsorption initial ~ finial  lodine Weight  average
times try  weight weight content change (mgg')
(min) (mg) (mg) (mg) (mggh
1 29.35 29.98 0.63 21.45
30 2 29.34 30.02 0.68 23.18 22.73
3 29.30 29.99 0.69 23.55
1 29.36 31.15 1.79 60.97
60 2 29.34 31.33 1.99 67.83 63.72
3 29.35 31.18 1.83 62.35
1 29.36 32.83 3.47 118.19
120 2 29.37 32.88 3.51 119.51 118.93
3 29.39 32.89 3.50 119.09
| 29.34 34.08 4.74 161.55
180 2 29.32 34.01 4.68 159.62 159.75
3 29.35 33.99 4.64 158.09
1 29.36 34.15 4.79 163.15
360 2 29.38 34.18 4.80 163.38 163.14
3 29.34 34.10 4.78 162.92




Table S6. Iodine adsorption experiments for complex 9 at 60 °C.

adsorption initial ~ finial  lodine Weight  average
times try  weight weight content change (mgg')
(min) (mg) (mg) (mg) (mggh
1 29.36 32.50 3.14 106.94
30 2 29.34 32.47 3.13 106.68 107.92
3 29.33 32.56 3.23 110.13
1 29.36 33.52 4.16 141.69
60 2 29.37 33.49 4.12 140.28 140.64
3 29.37 33.58 4.11 139.94
1 29.36 34.15 4.79 163.15
120 2 29.37 34.06 4.69 159.69 161.30
3 29.37 34.12 4.73 161.05
| 29.39 34.25 4.86 165.36
180 2 29.38 34.26 4.88 166.10 165.15
3 29.39 34.21 4.82 164.00
1 29.36 34.25 4.89 166.55
360 2 29.38 34.28 4.90 166.78 166.55
3 29.34 34.20 4.88 166.33




Figure S19. Color changes of complex 7 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (c) 60, (d) 120, (e) 180 and (f) 360

minutes.

25°C

(a) (b) (c) (d) (e) ®



Figure S20. Color changes of complex 8 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (¢) 60, (d) 120, (e) 180 and (f) 360

minutes.
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Figure S21. Color changes of complex 9 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (c) 60, (d) 120, (e) 180 and (f) 360

minutes.
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Figure S22. PXRD patterns of complex 7 after heated at (a) 25 and (b) 60

°C for various intervals.
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Figure S23. PXRD patterns of complex 8 after heated at (a) 25 and (b) 60

°C for various intervals.
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Figure S24. PXRD patterns of complex 9 after heated at (a) 25 and (b) 60

°C for various intervals.

Complex 9 for 360 mins
—— Complex 9 for 180 mins
Complex 9 for 120 mins
Complex 9 for 60 mins
—— Complex 9 for 30 mins
Simulated 9

L

“ W'U“QP\__.\M~ -
’J \\_,«‘LJJWM"U\J"LJ \\m«u__.ru»ﬂ.% emmetne
Lol

L'U_.__NL'\J A

2 theta

(a)

—— Complex 9 for 360 mins
——— Complex 9 for 180 mins
—— Complex 9 for 120 mins
—— Complex 9 for 60 mins
—— Complex 9 for 30 mins
Simulated 9

|

Il I'L
| o/
A ‘_, _,.__ﬂ-._J'M...,__.J H”J "\.-" w‘“"».r';..ll L—J VN S | VT S S S

T W S

___JL.JL,m__,..Uubn\_vnﬁJ.W,LJILQL-W.A»%WFB*ﬁMMWW,*M




Figure S25. EDX data for complex 7 at three different regions.
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Figure S26. EDX data for complex 8 at three different regions.
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Figure S27. EDX data for complex 9 at three different regions.
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Figure S28. Color changes of complex 1 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (c) 60, (d) 120, (e) 180 and (f) 360

minutes.
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Figure S29. Color changes of complex 2 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (c) 60, (d) 120, (e) 180 and (f) 360

minutes.

(a) (b) (©) (d) (e) ®



Figure S30. Color changes of complex 3 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (c) 60, (d) 120, (e) 180 and (f) 360

minutes.
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Figure S31. Color changes of complex 4 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (c) 60, (d) 120, (e) 180 and (f) 360

minutes.
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Figure S32. Color changes of complex 5 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (c) 60, (d) 120, (e) 180 and (f) 360

minutes.
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Figure S33. Color changes of complex 6 heated at 25 and 60 °C: (a)
without heating and heated for (b) 30, (c) 60, (d) 120, (e) 180 and (f) 360

minutes.




Figure S34. EDX data for iodine-adsorbed complex 1.
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Figure S35. EDX data for iodine-adsorbed complex 2.
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Figure S36. EDX data for iodine-adsorbed complex 3.
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Figure S37. EDX data for iodine-adsorbed complex 4.
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Figure S38. EDX data for iodine-adsorbed complex 5.
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Figure S39. EDX data for iodine-adsorbed complex 6.
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Figure S40. The N, adsorption for complex 7 at 77 K.
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Figure S41. The N, adsorption for complex 8 at 77 K.
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Figure S42. The N, adsorption for complex 9 at 77 K.
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Table S7. Solvent accessible volumes of complexes 1 —9.

Solvent assemble volume %
3.2
12.6
10.4
10.2
15.2
15.6
6.9
9.3
13.7
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