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Fig. S1. XRD patterns of IUST-3: Simulated, as-synthesized, immersed in water.
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Fig. S2. TGA curve of IUST-3.
[image: C:\Users\PHD\Desktop\MOF-Cd-OBA\New journal of chemistry\Figures\FIG. S2.tif]
Fig. S3. FT-IR spectrum of IUST-3.
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Fig. S4. XRD patterns of IUST-3: Simulated, as-synthesized, immersed in water solution of 4-NA, immersed in water solution of CrO42⁻ anion.




Table. S1. Data Collection and Refinement Parameters for Single Crystal Analysis for IUST-3.
	Crystal data

	Chemical formula
	C28H16CdN4O5S2

	Mr
	664.97

	Crystal system, space group
	Triclinic, Pī

	Temperature (K)
	290

	a, b, c (Å)
	9.766 (2), 13.729 (3), 15.495 (3)

	α, β, γ (◦)
	102.93 (3), 96.74 (3), 96.05 (3)

	V (Å3)
	1992.2 (7)

	Z
	2

	Radiation type
	Mo Kα

	μ (mm−1)
	0.68

	Crystal size (mm)
	0.3 × 0.25 × 0.2

	Data collection

	
Diffractometer

	MAR-345dtb

	Absorption correction
	Multi-scan
R.H. Blessing, Acta Crystallogr., Sect A 1995, 51, 33-38

	Tmin, Tmax
	0.903, 1.160

	No. of measured, independent and
observed [I > 2σ(I)] reflections
	13945, 7232, 5824

	Rint 
	0.052

	(sin θ/λ)max (Å−1) 
	0.625

	Refinement

	R[F2 > 2σ(F2)], wR(F2), S 
	0.068, 0.218, 1.04

	No. of reflections 
	7232

	No. of parameters 
	361

	H-atom treatment
	H-atom parameters constrained

	Δρmax, Δρmin (e Å−3) 
	0.75, −1.13
































Table S2. Comparison of Ksv values and LOD between IUST-3 and the selected MOFs for 4-NA.
	LMOFs
	LOD (µM)
	Ksv (M-1)
	Ref.

	{[Zn2(tda)2(azopy)2]·DMF}n
	0.47
	2.75×104
	[S1]

	{Zn4(TPOM)(1,4-NDC)4}n
	0.64
	7.87×104
	[S2]

	[Zn(bpba)(NO3)]
	0.72
	2.28×104
	[S3]

	[H3O][Mn3(CPCP)(CH3COO)(DMF)]·11H2O
	2.04
	5.19×104
	[S4]

	{[Cd2(tpbn)(mbhna)2].2DMF}n

	12.9
	2.87×104
	[S5]

	{[Cd(CIP)2(H2O)2]n·2.5H2O}
	-
	4.59×104
	[S6]

	Tb2(TDC)3(CH3OH)2
	-
	9.52×103
	[S7]

	[Cd(H2BDDA)]n
	4.9
	8.79×104
	[S8]

	IUST-3
	0.52
	1.03×105
	This work




Table S3. Comparison of Ksv values and LOD between IUST-3 and the selected MOFs for CrO42⁻ anion.
	LMOFs
	LOD (µM)
	Ksv (M-1)
	Ref.

	[Zn(btz)]n
	10
	3.19×103
	[S9]

	[Zn(ttz)H2O]n
	20
	2.35×103
	[S9]

	{[Cd3(μ4‐cpboda)2(μ1,1‐ OH2)2(phen)2]∙2DMF∙1. 5H2O}n
	4.4
	1.43×104
	[S10]

	[Zn2(TPOM)(NDC)2]·3·5H2O
	2.50
	0.781×104
	[S11]

	{[Eu(L)(HCOO)(H2O)]}n
	-
	1.54×103
	[S12]

	[Zn(IPA)(L)]n
	13.6
	4.34×103
	[S13]

	[Cd3(cpota)2(phen)3]n·5nH2O
	0.418
	6.9×103
	[S14]

	Zn2(bpdc)2(tpeb)
	1.07
	1.08×104
	[S15]

	IUST-3
	1.37
	2.93×104
	This work
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