Electronic Supplementary Material (ESI) for CrystEngComm.
This journal is © The Royal Society of Chemistry 2014

Supplementary Information

Time Controlled Structural/Packing Transformation and Tunable Luminescence of Cd(II)-Chloride-

triBZ-ntb Coordination Assemblies: An Experimental and Theoretical Exploration

Cheng Yan?, Yan-Zhong Fan?, Ling Chen?, Mei Pan®"*, Lu-Yin Zhang?, Ji-Jun Jiang®~, and Cheng-Yong Su?

@ MOE Laboratory of Bioinorganic and Synthetic Chemistry, State Key Laboratory of Optoelectronic Materials and Technologies,
Lehn Institute of Functional Materials, School of Chemistry and Chemical Engineering, Sun Yat-Sen University, Guangzhou
510275, China

panm@mail.sysu.edu.cn; cesscy@mail.sysu.edu.cn

b State Key Laboratory of Structural Chemistry, Fujian Institute of Research on the Structure of Matter, Chinese Academy of
Sciences, Fuzhou, Fujian 350002, China

Table S1 Selected bond lengths and angles for the complexes.

Complex Cd5

Atom Atom Length/A Atom Atom Length/A

N3 Cd2 2.232(7) N19 Cdl 2.248(6)

N6 Cd2 2.234(7) N20 Cdl 2.653(7)

N13 Cdl 2.230(6) N16 Cdl 2.247(7)

Cl4 Cdl 2.413(2)
Atom Atom Atom Angle/* Atom Atom Atom Angle/*
N3 Cd2 N6 97.2(3) N19 Cdl N20 69.7(2)
N3 Cd2 NI10 72.0(2) N19 Cdl Cl4 110.18(18)
N3 Cd2 N9 101.4(2) N16 Cdl NI19 105.7(2)
N3 Cd2 Ci8 113.2(2) N16 Cdl N20 69.6(2)
N6 Cd2 NI10 71.8(2) N16 Cdl Cl4 107.0(2)
N6 Cd2 N9 129.5(3) N13 Cdl N19 98.2(2)




N6 Cd2 CI8 109.34(19) N13 Cdl N20 70.2(2)
N9 Cd2 NI10 70.2(2) N13 Cdl NI16 121.3(2)
N9 Cd2 CiI8 105.57(18) N13 Cdl Cl4 113.39(19)
CI8 Cd2 NI10 174.19(17) Cl4 Cdl N20 176.29(16)
ClI5 Cd3 CI9 99.75(9) Cl7 Cd3 CI5 115.46(9)
Cl6e Cd3 CI5 110.75(8) Cl7 Cd3 Clé 109.25(8)
Cl6e Cd3 CI9 107.62(9) Cl7 Cd3 CI9 113.52(10
Complex Cd10

Atom Atom  Length/A Atom Atom  Length/A

N3 Cdl 2.298(2) N9 Cdl 2.262(2)

N6 Cdl 2.564(2) N10 Cdl 2.604(2)

Atom Atom Atom Angle/’

Atom Atom Atom Angle/’

N3 Cdl Né6 98.29(7) N9 Cdl N6 74.89(8)
N3 Cdl NI10  6856(7) N9 Cdl NIO 72.26(8)
N3 Cdl Cll 106.25(6) N9 Cdl ClI 114.14(7)
N3 Cdl CI2  8567(6) N9 Cdl CI2  89.26(6)
N6 Cdl NI0 65.70(6) N10 Cdl CI2  98.16(4)
N6 Cdl CI12  159.98(6) CI1 Cdl N6 93.44(5)
N9 Cdl N3 13927(9) ClI Cdl NI0 156.54(5)
Complex Cd20
Atom Atom Length/A  Atom Atom Length/A
NI3 Cd2  2243(6) N6 Cdl  2.244(7)
NI6 Cd2  2256(7) N9 Cdl  2.226(6)
N19 Cd2 2.238(7) N10 Cdl 2.598(6)
N20 Cd2  26166) Cll Cdl 2411(3)
Cl2 Cd2  23992) CI3 Cd3 2.455Q2)
Cl 2 1462(16) Cl4 Cd3 241503)




Cl NI 1.127(15) CIS Cd3  2.469(2)

N3 Cdl 2.257(6) Cl6 Cd3 2.468(2)

Atom Atom Atom  Angle/° Atom Atom Atom Angle/*

C80 N20 C96 110.7(6) N3 Cdl NI0 69.9(2)

C80 N20 Cd2 108.14) N3 Cdl CIl 110.97(19)

C96 N20 Cd2  103.9(5) N6 Cdl N3 109.3(2)
N13 Cd2 NI6 112.92) N6 Cdl NI10 69.9(2)
NI3 Cd2 N20  693(2) N6 Cdl Cll 110.0(2)
NI13 Cd2 CI2  106.0017) N9 Cdl N3 108.3(2)
N16 Cd2 N20  69.6(2) N9 Cdl N6 109.2(2)

N16 Cd2 CI2  109.43(19) N9 Cdl NI10 70.1(2)
N19 Cd2 NI3  11252) N9 Cdl CIl  109.03(18)
N19 Cd2 NI6  100.52) Cll Cdl NI10 179.00(15)
N19 Cd2 N20  70.52) CI3 Cd3 CI5  106.048)
N19 Cd2 CI2  115.66(19) CI3 Cd3 Cl6  108.10(8)
Cl2 Cd2 N20 173.67(16) Cl4 Cd3 CI3  115.24(9)
Nl Cl C2 1713) Cl4 Cd3 CI5  106.94(9)
G 2 Cl 117.3(16) Cl4 Cd3 Cl6  110.43(11)

Cc7 C2 (1 121.1(17) Cl6 Cd3 CI5 109.93(10)
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Fig. S1 PXRD patterns for complexes Cd5 (a), Cd10 (b) and Cd20 (c).



——Cd5
—— Cd10
—— Cd20

110+

100

90
80

70+

Mass/%

60
50
40

30

T T T T T T T T T
0 200 400 600 800
Temperature (°C)

Fig. S2 TGA curves for complexes Cd5, Cd10 and Cd20.
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Fig. S3 The unit cell structures selected for complexes CdS, Cd10, and Cd20 (a-c) in MS theoretical study.



