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Table S1. Crystal data and structure refinements for 1

Empirical formula Cd3C30H18O18N2

fw 1031.66

Temperature (K) 100

Crystal system orthorhombic

Space group Ibam

a (Å) 20.780(1)

b (Å) 7.9154(8)

c (Å) 17.299(2)

V (Å3) 2845.4(5)

Z 4

Dcalcd (g cm–3) 2.408

μ (mm–1) 18.701

GOF on F2 1.00

R1
a [I > 2σ(I)] 0.039

wR2
b [I > 2σ(I)] 0.107

max/min(e Å–3) 1.34/–1.19
a R1 = ∑||Fo|–|Fc||/∑|Fo|; b wR2 =∑[w(Fo

2–Fc
2)2]/∑[w(Fo

2)2]1/2
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Fig. S1 PXRD patterns of 1 before irradiation (as-synthesized), after irradiation (colored), and 

after the reverse transformation (decolored). 

Fig. S2 The FT-IR spectrum of 1 in the KBr matrix. 
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Fig. S3 Photos (top) and DR spectra (bottom) of 1 before irradiation (1A), immediately after 

irradiation (1B), and after keeping the irradiated sample in dark under ambient environment for 2 

months (1B-60d).

Fig. S4 The photoluminescence spectrum of the known compound (H2Bpy)(NO3)2 (ex = 306 

nm). 
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Fig. S5 TGA curve of 1. The weight loss in the range of 30–257 C is 3.8%, corresponding to 

the content of two lattice water per molecule (3.5%, calculated), and that between 304 and 529 

C is 68.4%, closing to a calculated weight loss of 66.1% with the residual being Cd. 


