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2. Figure S2: NMR spectra of H,L!
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1. Figure S1: Mass spectra of H,L!
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3. Figure S3: Extended NMR spectra of H,L!
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4. Figure S4: Mass spectra of H,L2
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5. Figure S5: NMR spectra of H,L?
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7. Figure S7: Mass spectra of complex 1
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8. Figure S8: NMRspectra of complex 1
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9. Figure S9: Extended NMR spectra of complex 1
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10. Figure S10: Mass spectra of complex 2



L 23B3ERA3ES HE8 GomagAssdsss g5
aoa 'n—' N N T Tve C mOmNNNS NSNS - coco
L) {8 A O O | 1) L 5 gl
¥ WV N e
""!2'5*,: 910 8.5 8.‘0 715 YID 'Ei'ﬁ_ Elﬂ 5I.5 5I.0 4.‘5 4.0 '3%5'_30 2i5 210 15 1.0 '055 ppm
O e W AR EE
| = |ed| e o'div' @ w)| w 'r:‘az o~ ;'-
11. Figure S11: NMR spectra of complex 2
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12. Figure S12: Extended NMR spectra of complex 2
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13. Figure S13: IR spectra of L' H, and complex 1
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14. Figure S14: IR spectra of L? H, and complex 2
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15. Figure S15:UV-vis absorption change of complexes 1 and 2 (1 x 10> M) in the presence
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16. Figure S16: a) Red bars: UV-visible absorbance of complex
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17. Figure S17: Benesi-Hildeband plot for determination of Ka values of complexes 1(a) and
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2(b) with ATP.

The Benesi-Hildeband equation used is : 1/AA = 1/AAn.x + (1/Ky[C]) (1/AAmax), where AA

and AA,,. are the change in absorbance at a given concentration of ATP, and when all the metal

T T T
1.6x10°  2.0x10°

complex is fully bound to ATP respectively, [C] = [ATP].

The detection limit DL of Complexes for ATP was determined from the following
equation: DL = Kx Sb1/S. Where K = 2 or 3 (we take 2 in this case); Sb1 is the standard

deviation; S is the slope of the calibration curve.
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18. Figure S18: Detection limit and calibration curves of a) complex 1 and b) complex 2 with

ATP.

From the Absorbance vs. [ATP] graphs (S17), we get slope = 12005.49026, and Sbl
value is 0.04066 for complex 1. Thus using the formula, we get the Detection Limit for Complex

1= 6.7x10. Similarly for complex 2 Detection Limit = 1.7x10-.

a) b)
. 1.00E-008 - (]
3.00E-009
> 8.00E-009 -
& ‘ ~
b w
<Zt 2.00E-009 o000
g ¢ = .
Z
8, 4.00E-009-|
1.00E-009 -
2.00E-009 -
0.00E+000 , , ; ; 0.00E+000 . . : :
0.0 30x10°  6.0x10°  9.0x10°  1.2x10° 0.0 30x10°  6.0x10°  9.0x10°  1.2x10°
[DNA] [DNA]

19. Figure S19: Plots of [DNA]/(e, —¢f) vs. [DNA] for the titration of DNA with the a)

complex 1 b)complex 2.
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20. Figure S20: Plot of a) Iy/I vs. [Complex 1] b) Iy/I vs. [Complex 2].
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21. Figure S21. Time dependent spectra of PNPP (10™* M) and PNPP(10* M) in presence of
Zn(OAc), solution (1075 M).



