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Simulated and experimental powder X-ray diffraction patterns 

In Figures S1 to S13 below, the experimental powder X-ray diffraction patterns of the bulk samples are compared with 

powder patterns simulated from the single crystal structures. In this comparison, the experimental powder patterns are 

shown in red, while the calculated patterns are given in black. It was found that compound 6 decomposed upon 

preparative grinding of the powder X-ray diffraction sample. For the rest of the compounds the single crystal structure was 

determined to be representative of the bulk sample.

Fig. S1: Experimental and simulated powder diffraction pattern for compound 1:  [Cd(µ-Cl)2acr]∞
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Fig. S2: Experimental and simulated powder diffraction pattern for compound 2: [Cd(µ-Br)2acr]∞ 

Fig. S3: Experimental and simulated powder diffraction pattern for compound 3:  [Cd(µ-I)2acr]∞
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Fig. S4: Experimental and simulated powder diffraction pattern for compound 4:  [Hg(µ-Cl)2acr]∞

Fig. S5: Experimental and simulated powder diffraction pattern for compound 5:  [Hg(µ-Br)2acr]∞
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Fig. S6: Experimental and simulated powder diffraction pattern for compound 6:  [Hg(µ-I)2(I)acr] 

Fig. S7: Experimental and simulated powder diffraction pattern for compound 7:  [Cd(µ-Cl)2phe]∞ 
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Fig. S8: Experimental and simulated powder diffraction pattern for compound 8:  [Hg(µ-Cl)2phe]∞

Fig. S9: Experimental and simulated powder diffraction pattern for compound 9:  [Hg(µ-Br)2phe]∞
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Fig. S10: Experimental and simulated powder diffraction pattern for compound 10:  [Hg2(µ-Br)2(μ-phe)]∞

Fig. S11: Experimental and simulated powder diffraction pattern for compound 11:  [Hg(µ-Cl)2quin]∞
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Fig. S12: Experimental and simulated powder diffraction pattern for compound 12:  [Hg(µ-Br)2quin]∞ 

Fig. S13: Experimental and simulated powder diffraction pattern for compound 13:  [Hg(µ-I)2(I)quin]


