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Fig. S1 (a) Powder XRD patterns of bulk sample of 1 (down) and Rietveld refinement of model
determined by single crystal diffraction (upper); (b) Powder XRD patterns of bulk sample of 2
(down) and Rietveld refinement of model determined by single crystal diffraction (upper); (c)
Powder XRD patterns of bulk sample of 3 (down) and Rietveld refinement of model determined

by single crystal diffraction (upper).
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Fig. S2 Powder XRD patterns of 1 and its guest-free form. Red: simulated from single crystal
analysis and experimental; Black: as synthesized; Blue: guest-free form of 1 (by heating at 200°C

in air for three hours); Green: guest-free form of 1 (under vacuum for three hours).
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Fig. S3 The TGA curves for 1 (red), 2 (blue) and 3 (black).
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