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Table S1. X-ray data collection and structure refinement for 1
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Scheme S1 Coordination modes of p-Hcam and p-cam ligands in 1
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Scheme S2 Conformations of bpzpip ligand in 1
Table S2. Hydrogen bond parameters for 1 *
D-H-A d(D-H)/A d(H-A)/A d(D-A)/A Z(D-H-A)/°
O3-H101---014#1 0.82 2.40 2.87(2) 117
0O3-H101---0O16 0.82 1.99 2.63(2) 134
O7-H102---O10#2 0.82 1.81 2.59(2) 160
O7-H102---012#3 0.82 1.87 2.69(2) 170
0O17-H103---010 0.83 1.82 2.61(2) 158
O17-H103---012#4 0.83 1.79 2.60(2) 168
O18-H104---014 0.82 2.19 2.87(2) 140
O18-H104---O16#1 0.83 1.61 2.34(2) 146

* Symmetry codes: #1,2 —x, | =y, z; #2, 1 —x, 1 =y, —1 +z; #3, x,y, -1 +z; #4, 1 —x, 1 — y, z.
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Figure S1. Thermogravimétric (TG) trace of 1.
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Figure S2. Nitrogen isotherms for activated 1 at 77 K. Filled markers represent adsorption, open
markers denote desorption.
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Figure S3. Calibration curve of MyB dye in water.
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Figure S4. UV-Vis spectra of aqueous solutions of MO (20 ppm) during an adsorption test with 1.
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Figure S5. UV-Vis spectra of aqueous solutions of MyB during an adsorption test with 1 at varying
initial dye concentrations.



Table S3. Pseudo-second-order kinetic constants for the adsorption of MyB over 1 *

Ci/ppm Qe exp/Mg g_1 Qe calc/ Mg g_1 ky/g rng_1 min”! R?
10 12.8 13.0 348 x 107 0.9998
20 28.2 29.5 4.80 x 107 0.9996
30 40.6 41.3 3.82x 107 0.9993
40 53.2 54.0 423 %107 0.9999
50 88.6 90.3 1.88 x 107 0.9999
100 118.3 122.5 546 x 107" 0.9983
150 119.7 124.2 750 x 107 0.9995
200 123.6 125.0 139x107° 0.9997

* C;, initial dye concentration; Qeexp, €xperimental adsorption capacity; Qe caic, calculated adsorption
capacity; k,, pseudo-second-order kinetic constant.
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Figure S6. (a) Langmuir and (b) Freundlich plots of the isotherms for the adsorption of MyB over 1

at room temperature.
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Figure S7. R; values of the adsorbent 1 in different initial concentrations of MyB.



