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Fig. S1. Packing view of complex 1 along b axis.

Fig. S2. TG curve of complex 1 (black) and I2@1 (red).

Fig. S3. PXRD of complex 1 simulated from single crystal structure (red), as synthesized 
sample (blue), and I2@1 after iodine uptake (green). The characteristics of red and blue 
patterns are slightly shifted from each other, due to the fact that the crystal structure was 
measured at 100 K, while the experimental PXRD pattern was recorded at room temperature. 


