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Fig. S1: Solvent dependent absorption (A, C, E) and emission spectra (B, D, F) for the

compounds la-c. For fluorescence spectra, 0.2 OD of the solution was prepared..
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Fig. S2: (A) UV-Vis spectral titration of complex 1b with CT DNA in Tris-HCl
buffer (hypochromism) [1b]=10uM, [DNAyp] = 0-100 uM.. (B) Emission spectra of
DAPI [50 uM] bound to DNA in the presence of 1b complex [10 uM] with increasing
concentration (0-50 uM) in phosphate buffer.



3 (A «— DAPI
= DNA+DAPI
= DNA+DAPI+F
6 e DNA+DAPI+H
i e DNA+DAPI+OMe
2
7]
5
E 4
2.
0 T T T
400 440 480 520 560
Wavelength (nm)
3.0
B) mF
4 . H
A OVe
25
A
o 2.0
1.5 -
1.0 -
0 60

Fig. S3: (A) Emission spectral overlap of DAPI, DAPI with DNA and quenching
spectra of complexes la-c [10 uM] with the DAPI [5S0 uM] and DNA emission
maxima mixture in phosphate buffer solution. (B) Curve fitting of the ratio between

I/Io with the increase in the complexes 1a-¢ concentration (0-65 pM).
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Fig. S4: Thermal melting profile curves of CT DNA alone and in the presence of
complexes 1a-c¢ in buffer B [1a-c]= 10 uM, [DNA]= 100uM
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Fig. S5: Plot of relative viscosity versus [la-c]/[CT DNA] in in buffer C [1la-c] = 10
uM, [DNA] = 100uM



Fig. S6: DFT energy minimized tructure of representative structure of the complex 1ec.
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Table S1: Molar conductivity data for the complees recorded in methanol.

Conductivity of Cu (II) complexes

S.No Samples 200 mQ 2 mQ 200 pQ 20 pQ
1 H Nil .001 2.0 2.25
2 F Nil .002 23 2.54
3 OMe Nil .001 2.1 2.35

Complexes concentration; 1 mM in10 ml MeOH




Table S2: Redox potential data of compounds 1a-c in CH;CN

Ocxidation® Reduction®
Compound

E1/2 (V \A SCE) E1/2 (V \A SCE)
Cu-OMe +1.03 -1.21,-1.48
Cu-H +0.96 -1.35,-1.76
Cu-F - -1.45,-1.91

Error limits: E;» £0.02 V, 0.1 M TBAPF,




Table S3: Binding and quenching constant (Ky, K,,p, Ksy) and Melting temperature

data for the reference and studied complexes 1a-c.

Compound K, (M) Bov QD | Ko G4 N
(°C) | (kJmol?)

DNA -- - - 57.4 -

EB > 107 - - 67.8 -44.86
DAPI 5.64 x 10° - 1.69 x 10° | 64.1 -34.23
Cu-OMe 1.29 x10* | 2.12x10* | 1.98 x 10* | 58.1 -23.44
Cu-H 0.58 x 10° | 243 x10* | 1.26 x 105 | 59.3 -27.15
Cu-F 1.57 x10° | 2.97 x 10* | 1.74x 10> | 61.6 -29.48

a) Error limits: Ky, = 5%; Ty, £1 °C




