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Fig. S1. Powder X-ray diffraction profiles (measured and simulated).

Complex 1: Experimental PXRD profile
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Complex 1: Calculated PXRD profile based on single crystal X-ray diffraction data
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Complex 1: combined experimental and calculated spectra
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Complex 4: Experimental PXRD profile

3100
3000
2900
2800
2700
2600
2500
2400
2300
2200
2100

2000

Lin (Counts)
g

100

L A A A A

o T T T T T
20 30

2-Theta - Scale

©
5

FAlFile: JFU368_01.raw - Type: Detector Scan - Start: 3.000 °- End: 39.980 ° - Step: 0.020 °- Step time: 120. s - Temp.: 25 °C (Room) - Time Started: -1 s - 2-Theta:

Complex 6: Experimental PXRD profile
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Fig. S2. Thermogravimetric analysis (TGA) data for complexes 1-4 and 6.
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TGA for 2:

120

] W 1.505%
& |
™ I

1 51.34%

Weight (%)
o
=)
|

28.01%

T T
400 600 800
Temperature (°C) Universal V4 54 TA

T
0 200



TGA for 3:
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TGA for 4:
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TGA for 6:
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