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Fig. S1 (a) PXRD patterns of 1 (from single crystal data: black; as-synthesis: red) and 1a (blue).
(b) PXRD patterns of 2 (from single crystal data: black; as-synthesis: red) and 2a (blue). (c)
PXRD patterns of simulated 2 (black) and the crystals obtained from hydrothermal reaction of a
mixture of Cd(NO3),-4H,0, 4-spy, HCBA and 5-NO;-1,3-H,BDC in a molar ratio of 1:1:2:2 at

150 °C (red).
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Fig. S2 The 'H NMR spectra of 1 (a), 1a (b), 2 (c), 2a (d), HH-ppcb (e) and HT-ppcb (f) in

ds-DMSO at ambient temperature.

S6



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

(@)
28 S84 -
u ol YRR -
X -] @
i o O o
- - =

140.151
—— 128.37

= 45.821
45843

T

150 100 50 0
ppm (t1)

w0 KW

LEe oW —

™ ) o D~ o

© © o @~ o

N NN 0w N

ooy R ]

149612
149.370
139.845
—— 128.355

\_

v/

150 100 50 0
ppm (t1)

Fig. S3 The *C NMR spectra of HH-ppcb (a) and HT-ppcb (b) in ds-DMSO at ambient

temperature.
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Fig. S4 The UV absorption spectra of 1 and 2 in DMF.
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Fig. S5 The TG curves for 1 and 2.
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