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Fig. S1 View of the 3-D simplified framework of 2, showing the helical

channels.
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Fig. S2 The asymmetric unit of 3 (all H atoms have been omitted for

clarity).
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Fig. S3 The diffuse-reflectance spectrum of 2.
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Fig. S4 Contour plots and orbital gaps of frontier orbital for [CdB5V,0]

species.
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Fig. S4 Simulated and experimental powder XRD patterns of 1 - 3.
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Fig. S5 IR spectra of 1-2.



Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2013

100 -

95 A

90

85

Weight (%)

80

751

50 100 150 200 250 300 350 400 450 500
Temperature (°C)
Fig. S6 TG curve of 1.
As shown in Fig. S6, a two-step weight loss occurs in the range of 25-475

°C which is related to the removal of H,O molecules, -OH groups and the

dien ligands (found, 23.6 %; calcd, 24.2 %).



