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Fig. S1 2D [Bi2I6(μ-I)2(MQ)2]-based layer in 1. Hydrogen atoms are omitted for clarity. The “+” 
and “–” represent the positive charge and negative charge center, respectively. Atom color codes: 
C, grey; H, white; N, cyan; Bi, blue; I, pink (the same hereinafter). 
 
 

 

Fig. S2 Perspective view of the asymmetric unit of 2 with 50% thermal ellipsoids. 
 
 

 
Fig. S3 3D packing diagram of 2, which is similar with that of 1. H atoms are omitted for clarity. 
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Fig. S4 2D packing diagram of 4 extending along ac plane. H atoms are omitted for clarity. 
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