Electronic Supplementary Material (ESI) for New Journal of Chemistry.
This journal is © The Royal Society of Chemistry and the Centre National de la Recherche Scientifique 2018

Supporting information
Donor-n-Acceptor (D-n-A) Dyad for ratiometric detection of Hg?* and PPi
Richa Rani, Gulshan Kumar, Kamaldeep Paul and Vijay Luxami*
School of Chemistry and Biochemistry, Thapar University, Patiala-147004, INDIA

Email: vluxami@thapar.edu

Table of Contents

Figure S1: 'H NMR spectrum of dyad 1.
Figure S2: 13C NMR spectrum of dyad 1.
Figure S3: Mass spectrum of dyad 1.

Figure S4. Benesi-Hildebrand plot for stability constant and calibration curve for lowest
detection limit for of dyad 1.Hg?" complex.

Figure S5. Job Plot for dyad 1.Hg**
Figure S6. Colour changes of dyad 1 for PPi ions

Figure S7. Benesi-Hildebrand plot for stability constant and calibration curve for lowest
detection limit for dyad 1.PP1i adduct.

Figure S8. The molecular graph of dyad 1.PPi, with bond critical points and bond paths at
interaction of dyad 1 towards PPi ions

Table S1. Topological parameters Laplacian electron density (V2p), potential energy density
[V(r)], Lagrangian kinetic energy G(r), total energy density [H(r)], hydrogen bonding energy
[Epgg(kJmol)] at a bond critical pint of non-covalent interactions (D---HA) for dyad 1.PPi adduct
at B3LYP/6-31G**.

Figure S8. Calibration curve for variable concentration of Hg?" ions.

Figure S9. Reports of analysis Hg2+ ions two water samples though AAS.


mailto:vluxami@thapar.edu

IEE

. -

At

AN

14.0 13.0 12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0

7.588
7.573
3330 —
2460 —

13473 —
13.103 —

Figure S1. 'HNMR of dyad
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Figure S2. BCNMR of dyad 1
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Figure S3. Mass spectrum

of dyad 1
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Figure S4. (a) Benesi-Hildebrand plot for stability constant and (b) calibration curve for lowest

detection limit for of
dyad 1.Hg*" complex.
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Figure S6. Colour changes of dyad 1 for PPi in daylight and under UV light.
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Figure S7. (a) Benesi-Hildebrand plot for
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stability constant and (b) calibration curve for lowest detection limit for dyad 1.PP1 adduct.




Figure S8. The molecular graph of dyad 1.PP1i, with bond critical points and bond paths at
interaction of dyad 1 towards PPi ions
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Figure S9. Calibration curve for variable concentration of Hg?" ions.









Figure S10. Reports of analysis Hg?* ions two water samples though AAS.



