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Table S1 Crystal Data and Structure Refinement Details for 1.

Complex 1
formula Cs2He6Cd2N1201354
fw 1780.50
T/K 293(2)
A (CuKa), A 1.54184
Cryst syst triclinic
Space group P-1
a(A) 12.8204(5)
b (A) 12.9684(5)
c(A) 13.2324(5)
a(®) 107.995(3)
B(°) 95.395(3)
Y 110.667(4)
V (A3 1906.10(14)
Z 1
Deated.(g-cm™) 1.551
abs coeff/mm-! 6.103
F(000) 906.0
20 (°) 7.214-141.906
GOF 1.048
Ri(I > 2sigma(I))? 0.0497
wR2(I > 2sigma(l))> 0.0584
aR1 = Y Eol=IFell /S| Fol. 'wR2 = [Yw(Fo? —E2)/Y w(F2)2] 2
Table S2. Selected Bond Lengths (A) and Bond Angles (deg) for 1+
Complex 1
Cd(1)-N(1) 2.349(3) Cd(1)-N() 2.378(3) Cd(1)-N(5)! 2.419(3)
Cd(1)-N(6)! 2.391(4) Cd(1)-0(1) 2.325(3) Cd(1)-0(6)! 2.24003)

Cd(1)-NG5)  2.4193)  Cd(1)'-N(6) 2.391(4) Cd(1)2-0(6) 2.240(3)
N(1)-Cd(1)-N(2) 69.96(12) N(1)-Cd(1)-N(5)' 98.73(12) N(1)-Cd(1)-N(6)! 161.48(12)
N(2)-Cd(1)-N(5)' 81.43(12) N(2)-Cd(1)-N(6)' 95.13(12) N(6)'-Cd(1)-N(5)' 67.32(12)
O(1)-Cd(1)-N(1) 90.52(14) O(1)-Cd(1)-N(2) 150.63(14) O(1)-Cd(1)-N(5)! 80.12(12)
O(1)-Cd(1)-N(6)! 98.56(14) 0(6)>-Cd(1)-N(5)! 142.44(13) O(6)-Cd(1)-N(6)' 81.37(13)
0(6)>-Cd(1)-O(1) 84.79(15)

¢ Symmetry transformations used to generate equivalent atoms in complex (1): ' 2-x,3-y,2-z; 2

1-x,1-y,1-z.
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Figure S1. Experimental (red). simulated (black). soaked in H20 (blue) and soaked in EtOH (cyan)
PXRD patterns of complex 1.




100 =
Complex 1
80 4 i
&
e
= 60
20
=
40
20 4
LU o e e IS B e e ey e ey s e |
0 100 200 300 400 500 600 700 800

Temperature/ C

Figure S2. Thermogravimetric curve of complex 1.
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Figure S3. Fluorescence spectra tested 10 times in water (a) and tested 8 times in EtOH (b) of complex

1.
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Figure S4. (a) Fluorescence spectra of complex 1 dispersed in aqueous suspension upon incremental
addition of Fe* jons. (b) The linear correlation for the plot of Io/I vs concentration of Fe*.




500 +

400 4
S 3004
2
z
£
£ 2004
=
100 4
04
L) ¥ L) ¥ L) b ] ¥ ] b 1
300 350 400 450 500 550
Wavelength/nm
(a)
I4/1=1.235+2 36*104[M|
5- 0 . .
2
R™=0.9954
4 -
=
I 3-
2 -
1T

) 1
0 20 40 60 80 100 120 140 160 180

Concentration/pM

(b)

Figure S5. (a) Fluorescence spectra of complex 1 dispersed in aqueous suspension upon incremental
addition of Cr207>" ions. (b) The linear correlation for the plot of Io/I vs concentration of Cr207>".
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Figure S6. (a) Fluorescence spectra of complex 1 dispersed in aqueous suspension upon incremental
addition of p-Nitrophenol. (b) The linear correlation for the plot of Io/I vs concentration of p-Nitro-
phenol.




