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phosphate buffer (pH 7.8) containing 1% DMF] was photo-irradiated with UVA at 350 nm for 3 h. The net DNA cleavage
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Table S1: Summary of intermolecular interactions (A—H...B; A, °) operating in the crystal structures of 3, 5-7.*

A H B A-H H...B A...B A-H...B Symmetry
operation

3

O1 H10 N1 0.84 1.83 2.567(2) 146 X, ),z

06 H60 N3 0.84 1.83 2.571(2) 146 X, ),z

o1wW H1W1 09 0.80 1.93 2.7126(19) 167 X, ¥,z

Oo1wW H1W2 05 0.80 2.01 2.7486(19) 153 X, y, -1+z

o2w H2W1 03 0.80 2.09 2.886(2) 173 -1+, y, - 14z

o2w H2W2 Oo8W 0.80 2.04 2.817(2) 165 -1+, p, z

O3W H3W1 o7 0.80 224 2.972(2) 152 1-x, 1-y, -z

Oo3wW H3W1 010 0.80 2.46 3.108(2) 139 1-x, 1-y, -z

Oo3wW H3W2 (oA 0.80 1.99 2.774(2) 165 X, ),z

04W H4W1 08 0.80 2.06 2.831(2) 163 -l+x, .z

04w H4W2 o7 0.80 231 3.088(2) 165 X, ¥,z

Oo5wW H5W1 o8W 0.80 1.97 2.736(2) 159 -l+x, p, z

O5wW H5W2 02 0.80 2.14 2.937(2) 171 1-x, -y, 1-z

O6wW HoW1 02 0.80 2.06 2.8552(19) 169 X, y, -1+z

O6W How2 03 0.80 2.39 3.079(2) 145 -1+, y, -14z

O6W H6W2 04 0.80 2.36 3.0187(19) 140 -1+, y, - 14z

o7TW H7W1 04 0.80 1.95 2.744(2) 173 X, y, -1+z

o7W H7W2 O6W 0.80 2.04 2.825(2) 166 1-x, -y, -z

o8W H8W1 08 0.80 241 3.073(2) 141 X, W,z

O8W H8W1 09 0.80 2.27 2.959(2) 145 X, ¥,z

O8W H8W2 O7W 0.80 1.97 2.760(2) 169 X, ),z

(oA HOW1 010 0.80 1.97 2.767(2) 178 X, ),z

oowW HOW2 o2w 0.80 1.99 2.785(2) 171 I+x,y,z
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Table S2 Binding Constant (K,) values for the interaction of CT-DNA with ligands

Complex | Binding Constant (K,) * (M)
H,L' 1.29 x 10°
H,L2 7.74 x 10°
H,L* 8.79 x 10°
H,L* 3.82x10°
H,L’ 1.09 x 10°
H,L¢ 4.57 x 10°

*DNA binding constant by UV-vis spectral method.
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