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Table S1 Crystallographic data and structural refinement details for compound 2.

Empirical formula Co15Hs35Cl2IN3N5 50275
Formula weight 2115.49
Crystal system orthorhombic
Space group pP222;

alA 9.3390(2)
b/A 15.6217(5)
c/A 33.6709(19)
VIA3 4912.3(3)

z 2

A 0.71073

T/K 295(2)

Pealcd Ig M3 1.430
w/mmt 0.829

F(000) 2144
Independent refls. 9353

No. of parameters 431

2Ry (1> 24(1)) 0.0632
PWR(F2) (I > 20(1)) 0.1565

Flack parameter 0.13(5)

Ri=X||Fo| | Fel|/Z | Fo| . 'WR2 = [SW(Fo?~Fc?)2/y w(F2)4] V2

)
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Fig. S1 Coordination environments of In*" ion in compound 1 and the 3D framework according to the literature.'

1. D. Liu, G. Wen and W. Zhou, Inorg. Chem. Comm., 2018, 95, 22-26.
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Fig. S2 (b) Coordination environments of the unique In* ions in compound 2.
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Fig. S3 PXRD patterns of the title compounds and the simulated ones from single-crystal X-ray structures.
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Fig. S4 Solid state FL spectra for bpdc ligand and compounds 1 and 2.
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Fig. S5 Emission spectra of 1 (a) and 2 (b) dispersed in different solvents.
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Fig. S6 Emission spectra of 1 (a) and 2 (b) upon addition of various amounts of CS,.
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Fig. S7 Emission spectra of 1 (a) and 2 (c) with various contents of Fe**, and the corresponding SV plots of 1 (b) and 2

(d).
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Fig. S8 (a) Fluorescence spectra of 1 (a) and 2 (b) with various contents of TNP.
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Fig. S9 Emission spectra of 2 with various contents of 102 M 1-butanethiol.

150

Intensity (a.u.)

100 —

0 T I T T T T T T T T T T T T T

350 375 400 425 450 475 500 525 550

‘Wavelength (nm)

Fig. S10 Emission spectra of 2 with various contents of benzyl mercaptane.
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Fig. S11 Emission spectra of 2 with various contents of 4-aminophenol.
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Fig. S12 PXRD patterns of 2 and the samples immersed in 102 M ethanol solution of thiols for 24h.
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Fig. S13 EDS spectra of solid state sample of 2 treated with cysteine (up) and 1-butanethiol (down) respectively.
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Fig. S14 Emission spectra of 2 treated with 10> M ethanol solution of Eu*" at different times.



2@Eu-48h
Z 2@Eu-24h
o
=
&
£ 2@Fu-12h
L
=
g =]
=
& 2@Eu-6h
Compound 2
0 T T T T T T T T T T T
10 20 30 40 50 60

2 theta/degree

Fig. S15 PXRD patterns of 2 treated with 102 M ethanol solution of Eu*" at different times.
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Fig. S16 Emission spectra of 2 treated with ethanol solution of different contents of AF (a) and DSM (b) for 12 h.
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Fig. S17 PXRD patterns of 2 treated with 102 M ethanol solution of AF (a), DSM (b) with different concentrations and
2 treated with 102 M ethanol solution of both AF and DSM (c¢), respectively.
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Fig. S18 Adsorption spectra of ethanol solution of dyes for the determination of AF (a) and DSM (b) contents in 2.



