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Fig. S1. Mass spectra of L
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Fig. S2. IR spectra of L.
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Fig. S3. Partial 'H-NMR spectra of L in DMSO-d.
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Fig. S4. BC-NMR spectra of L in DMSO-dg.
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Fig. S6. Association constants of L towards (i) Ni*" and (ii) Cu?" ions.
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Fig. S7. ESI-Mass spectra of (a) L-Ni?* and (b) L-Cu?*complexes.
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Fig. S8. FTIR spectra of [NiLL(OH)] (1) and [CuL.(OCH3)](2).
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Fig. S9. Fluorometric detection limit of L+Cu?" towards CN- ion.
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Fig. S10. UV-Vis absorption response of probe L+Cu?" (10 uM) in methanol-ris-HCI buffer
(1:1 v/v) upon addition of CN- anions (5 equiv.).
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Fig. S11. Reversibility of L+Cu?" towards CN-.
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Fig. S12. Time responses of L towards Cu?* and Ni**.
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Fig. S13. Time responses of L + Cu?* towards CN-.
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Fig. S14. Geometry optimized structure of L, [NiL(OH)](1) and [CuL(OCH3)] (2).

Table S1 Recent chemosensor / materials for detection of CN™— .

Chemosensor/Material Method used LOD Reference
Biometal organic Framework | Fluorescent turn on 1.9x108 1
Zn-coordination Polymer Fluorescent turn off 9.0x10-¢ 2

Gold nanocluster Fluorescent turn off 2.0x10”7 3
Phenothiazine derivative Fluorescent turn off 3.2x107 4
Naphthoquinone-indole Fluorescent turn on 2.1x107 5
ensembles

Dihydro Fluorescent turn on 4.0x108 Present
phenylquinazolinone study

Table S2 Selected bond parameters for geometry optimized structures of [NiL(OH)] (1) and
[CuL(OCH3)] (2).

Bond Parameter Optimized [NiL(OH)] (1) | Bond Parameter Optimized
[CuL(OCH3)] (2)
Bond length (A)
Nil-0001 1.85077 Cul-0001 1.94818
Nil-0002 1.91286 Cul-0002 2.09329
Nil-0003 1.83519 Cul-0003 1.85210
Nil-N005 1.89700 Cul-N005 2.06074
C00A-0001 1.31071 C00A-O001 1.29399
0002-C00G 1.26594 0002-C00G 1.24454
NO005-COOH 1.47200 N005-CO0H 1.46496
NO004-N005 1.39162 N004-N005 1.38971
Bond angle (°)
0001-Ni1-0003 90.02333 0001-Cul-0003 99.24156
0001- Nil1-N005 95.50909 0001-Cul-N005 91.02902
0002- Nil1-N005 83.09986 0002-Cul-N005 76.91589
0002- Ni1-0003 91.36677 0002-Cul-0003 92.83055




0001- Ni1-0002 178.58167 0001-Cul-0002 167.88140

0003- N11-N005 174.46376 0003-Cul-N005 169.70270
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