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Fig. S1.ESI-MS spectra of L.
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Fig. S2. FTIR spectra of L.
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Fig. S3. 'H NMR spectra of LL
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Fig. S5. The contour diagrams of selected HOMO and LUMO orbitals of (a) L + Fe3*, (b) L+
APP*and (c) L + Cr**.
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Fig. S6. Absorption spectra of L in different solvents.
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Fig. S7. The change in the absorbance intensity of L after addition of 1 equiv. of each of the
metal ions in CH;CN:H,O (1:1, v/v) at 418 nm.
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Fig. S8. Job plot for the binding of Lwith AI**, Fe3" and Cr**.
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Fig. S9. ESI-MS spectra of (a) L-Al’",(b) L-Fe3" and (c) L+ Cr**
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Fig. S10. Binding constants of (a) L-Al**, (b) L-Fe** and (c) L-Cr** complexes.
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Fig. S11.Detection limits for (a)Al**, (b) Fe3* and (¢) Cr3*
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Fig. S12. Competitive selectivity of L towards Fe3" in the presence of other metal ions (5
equiv.) (a) absorbance spectra, (b) bar diagram taking absorption intensity at 422 nm in

CH;CN/H,0 (1/1,v/v) solution.
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Fig. S13. Competitive selectivity of L towards Cr3* in the presence of other metal ions (5
equiv.) (a) absorbance spectra, (b) bar diagram taking absorption intensity at 416 nm in

CH;CN/H,0 (1/1,v/v) solution.
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Fig. S14. Detection limit for Cu®*
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Fig. S15. Stability constant of L’-Cu?*
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Table S1. Selected optimized bond distances (A) and angles (°) of L
Bond Length (A) Bond Angle (°)

Cl-C2 1.3916 C2-C1-C3 119.723 C57-C56-C58

116.4854
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