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'TH NMR spectrum of Ligand L1
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ESI-MS of ligand L1

.01 1.230 to 1.291 min from Sample 2 (SHR + N Series-NS 1) of SHR + N Series-NS 1-Q1-POS wiff (Turbo Spray). Centroided Max. 7.2e7 cps.

7.2e7
7.0e7

6.507
6.0e7
5.507
5.0a7
4.507
4.007

a.8e7

Intensity, cps

3.087
2507
2.087
1.567

1.0e7
283.4

284.5
5.006
2725 2744 2752 282.4 285.5 jge.2 2920 2943 298.4 298.9 2995 3p4.7 305.3 308 5

»
0.0!
268 270 272 274 276 278 280 282 284 286 288 280 202 294 286 298 300 302 304 308 308 310 312 314

m/z, Da




'H NMR spectrum of Ligand L1
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'H NMR spectrum of Ligand L2
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13C NMR spectrum of Ligand L2
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'TH NMR spectrum of Ligand L3
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13C NMR spectrum of Ligand L3
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'H NMR spectrum of Ligand L4
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13C NMR spectrum of Ligand L4
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'H NMR spectrum of Ligand L5
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13C NMR spectrum of Ligand L5
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'TH NMR spectrum of Ligand L6
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13C NMR spectrum of Ligand L6
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'TH NMR spectrum of Ligand L7
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13C NMR spectrum of Ligand L7
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'H NMR spectrum of Complex IrL1
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13C NMR spectrum of Complex IrL1
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3IP NMR Spectrum of Complex IrL1

Signature SIF VIT VELLORE
NSI1

-131.04
-135.44
-139.82
—-144.22
-148.61
-152.99
-157.39

/
\

ST

e

Currant Data Paramatars
HAME

Dasktop
EXTRO 93
PROCHED 1
F2 - Aoquisition Daramstars
Data 20190123
Tima 5.21 h
THITRUM =pa
PROBED 2108618 0505 |
PULRROG
™ 65536
SOLVENT DME0
RE 3z
DE 4
EWH 64102, 563 Bx
FIORES 1. 556355 Bx
AQ 0.5111808 sac
R 185.6
oW 7. 800 uzac
CE 6. 50 usac
TE 3107 K
01 2. 0000000 sac
™0 1
EFOL 16Z.01593065 MEx
NOC1 e
Pl 13.75 usac
PLWL 15. 00000000 W

FZ - Processing paramatars
81 3z768

8F 162.0274083 MEx
WDW EH
858 o>

1B 1.00 Bx
GB o>

BC 1.40

T T
100 50 0 -50

T T
-100 -150

ppm

18




19F NMR Spectrum of Complex IrL1
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'H NMR spectrum of Complex IrL2
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13C NMR spectrum of Complex IrL2
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3P NMR Spectrum of Complex IrL2
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19F NMR Spectrum of Complex IrL2
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'H NMR spectrum of Complex IrL3
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13C NMR spectrum of Complex IrL3
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3P NMR Spectrum of Complex IrL3
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19F NMR Spectrum of Complex IrL3
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'TH NMR spectrum of Complex IrL4
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13C NMR spectrum of Complex IrL4
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3P NMR Spectrum of Complex IrL4
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19F NMR Spectrum of Complex IrL4
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TH NMR spectrum of Complex IrL5
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13C NMR spectrum of Complex IrL5
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'F NMR Spectrum of Complex IrL5
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TH NMR spectrum of Complex IrL6
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13C NMR spectrum of Complex IrL6
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31Ip NMR Spectrum of Complex IrL6
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'F NMR Spectrum of Complex IrL6
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TH NMR spectrum of Complex IrL7
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13C NMR spectrum of Complex IrL7
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3P NMR Spectrum of Complex IrL7
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19F NMR Spectrum of Complex IrL7
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ESI-MS of IrLL1
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ESI-MS of IrL2
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ESI-MS of IrL3
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ESI-MS of IrL4
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ESI-MS of IrL5
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ESI-MS of IrLé6
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ESI-MS of IrL7
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IR spectrum of IrL1
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IR spectrum of IrL3

—Vvevey
—90'98Y

—0G'GSS

—9oY'/c8

rrrrovogprrrrrrrrprr.. . rr 1.t 111t 1 [ T T T [ T T T 1]
1750 1500 1250 1000 500

50

7

4000 3500 3000 2500 2000

1/ci

NS13

IR spectrum of IrL4

—~0G6°G5S

—Geees

rrrrr [ rrr 11 rr 1 r [ 1T T [ T T 11
1750 1500

1250

4000 3500 3000 2500 2000

NS14

51



IR spectrum of IrL5
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IR spectrum of IrL7
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Fig. S8 [DNA]/(g,-¢¢) vs. [DNA] linear plots of complex IrL3 at (a) Ayax = 325 nm (m-wt*)
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Fig. S11: Viscosity plot of complexes IrL3 and EtBr with Ct-DNA
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Fig. S12 ESI-MS of IrLS5 treated with APPS (Adenosine-3’-phosphate 5’-phosphosulfate
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Table S1 Photophysical characterisation at MLCT region, solubility, lipophilicity and conductivity

Samples A (nm)? | Stoke’s 0.D¢ e(M! (op° solubility log P2 Am"(us)
shift cm1)d (M)f DMSO 10%
DMSO

IrL1 400 510 110 0.26 8667 0.057 0.025 | 0.49+ 0.01 21 32
IrL2 400 438 38 0.43 14333 0.001 0.021 0.52+ 0.03 42 51
IrL3 423 598 175 0.16 5333 0.088 0.026 | 0.78+0.10 23 34
IrL4 400 440 40 0.38 12667 0.002 0.018 0.69+0.05 18 21
IrL5 400 507 107 1.32 44000 0.004 0.029 1.1+0.12 71 92
IrL6 400 504 104 0.54 18000 0.002 0.022 0.97+0.06 62 76
IrL7 400 447 47 1.23 41000 0.002 0.017 | 0.91+0.05 65 81

Quinine 350 452 102 0.24 8000 0.546 - - -

Sulphate

2Absorption maxima at MLCT. "Emission wavelength. “Optical density. “Extinction coefficient. *Quantum yield. 'DMSO-10% DMEM medium (1 : 99 v/v,comparable to cell
media). #n-Octanol/water partition coefficient. "Conductance in DMSO and 10% aqueous DMSO.

68




Table S2 ICs) comparison table of the synthesized complexes with the reported

complexes
Potent Structures ICso Reference
Complexes Hela Cell Numbers
IrLs 2.47+ 0.68
IrLg 1.70+ 0.49
Reference
Complexes
O €}
Q! i D i«
A
Complex1 /IY\N § 6.02+ 0.16
OC N ~ s-S 1
O HNM
(o]
@
Cl—’lr\N/ 10.5£ 0.7
Complex2 I ~ 2
TN
® ©
N/ ~ o
|
r/“ - E)_("‘Q_Z
Complex3 A~ Y N tn, 4.2£0.9
X ' ~ 3
0.5+ 0.1
Complex4 4
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3.46% 0.62

Complex5
Complex6 2.0£0.3
Complex7 29.2+45

70




Table S3 DNA binding parameters for complexes IrL.3 and IrLS with ct-DNA

Com MAn.x Change in 2Ag PKp(x108M-  “Kgy(x106 9K, (X106 M)
plex [nm] absorbance ( %) D) M)
intensity
324  Hypochrom 8§83 0.1 1.33
IrL3 ism 0.0114
420 Hypochrom 60 0.16
ism
320 Hypochrom 66 0.08 0.0044 1.45
IrL5 ism
362 Hypochrom 60 0.04
ism

aAg, % of change in hypochromism. ky, intrinsic DNA binding constant from
UV-Vis absorption titration. “Ksy, Stern-Volmer quenching constant. K,
apparent DNA binding constant from competitive displacement.

Table S4 Binding parameters for interaction of complexes IrL3 and IrL5 with BSA.

Complex Kgsa [M1]2 kq[M-1s71]P K [M1]¢ nd
IrL3 0.22 x10° 2.2x1013 2.1 x10* 1.5
IrL5 0.34 x10° 3.4 x1013 1.7 x 10* 1.6

“Kpss, Stern Volmer quenching constant; °K,, quenching rate constant; °K, binding
constant with BSA; 9n, number of binding sites.
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