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Figure S1. Comparison of PXRD experimental data and simulated patterns derived
from single crystal structure data for compound 1 and 2, showing the changing
process from pure single crystal phase 1 to pure single crystal phase 2 with the
increase of DMF:H,O ratio. (a) Simulated patterns for single crystal 1. (b)
Experimental patterns for pure single crystal phase 1 in the solvent of DMF:H,0 =
1:1. (c) Experimental patterns for the mixed phase of 1 and 2 in the solvent when
DMF:H,0=3:1. (d) Experimental patterns for pure single crystal phase 2 in the

solvent of DMF:H,0=7:1. (e) Simulated patterns for single crystal 2
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Figure S2. TGA curves of 1 and 2 in air atmosphere at a heating rate of 10 °C/min.



