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S1A Copies of NMR spectra of compounds 16-29 and 32
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S1B. Copies of HRMS measurements.
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S2A. UV-vis spectra, in DMSO.
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$2B. Copies of UV-Vis spectra of compounds 17, 22, 26 and 28 upon increasing amounts

of CT-DNA
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Table. UV-vis spectral features of the interaction of the compounds 17, 22, 26 and 28
(500uM) with CT DNA. UV-band (A in nm) (percentage of the observed hyper—/hypo-
chromism (AA/Ao, in %), blue—/red—shift of the Amax (AA, in nm)) and DNA-binding

constants (Kb, in M1).

Compound A (nm) (AA/Aq(%),2 AA (nm) b) Ko (M)
17 298 (+25,2-57Y) 4.66(+0.15)x10°
22 287 (+22, 0) 9.11(+0.09)x10
26 286 (+21, 0) 4.24(+0.13)x10°
28 285 (11,2 +2%) 7.24(+0.08)x10°

2 “+” denotes hyperchromism, “—” denotes hypochromism.

b “+” denotes red—shift, “~” denotes blue-shift.
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S3. Gel electrophoresis pictures and plots

S3A.

Form 11%: 50 0 7
FormIll%: 50 O 0

a/a Description

DNA + DARK

DNA + UVB

DNA + UVB + 500uM 18

DNA + UVB + 500uM 19

Ql | [W [N |-

DNA + UVB + 500uM 20

Figure S3A. Gel electrophoresis picture of the UVB irradiation of compounds 18-20 upon
incubation with plasmid DNA.

S3B.

concentration-activity relationship, 312 nm

10uM 25uM 50uM 100puM
Compound 22

=
Q
Q

Joie)
o

[=2]
o

i
(=]

% ss + % ds DNA photocleavage
[
=]

o

Figure S3B. Plots that depict all values derived from all experiments for compound 22 at
various concentrations.
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S3C.

Form I1%:

Form I11%: 0O 0 0 0 O 0O 0 0 O
a/a Description
1 DNA + DARK
2 DNA +100uM 23
3 DNA + 100uM 22
4 DNA + 100uM 24
5 DNA +100uM 25
6 DNA +100uM 26
7 DNA + 100uM 27
8 DNA +100uM 28
9 DNA +100uM 29

Figure S3C. Gel electrophoresis picture of compounds 22-29 upon incubation with
plasmid DNA for 30 min in dark.

S3D.

Figure S3D. Gel electrophoresis picture of compounds 16-29 and 32 under UVA
irradiation. pBluescript SK II was used in this experiment.
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15

FormII% 70 67 62 46 36 36 37 45 DNA 67 69 67 43 89

FormIlI% 0 16 12 0 0 0 0 0 0 16 14 0 8
1 | DNA +UVA 10 | DNA + UVA

2 | DNA + UVA +100uM 23 11 | DNA + UVA +100uM 16

3 | DNA + UVA +100uM 22 12 | DNA + UVA +100uM 17

4 | DNA + UVA +100uM 24 13 | DNA + UVA +100uM 18

5 | DNA + UVA + 100uM 25 14 | DNA + UVA +100uM 31

6 | DNA +UVA +100uM 26 15 | DNA + UVA +100uM 21

7 | DNA + UVA +100uM 27

8 | DNA + UVA +100uM 28

9 | DNA + UVA +100uM 29
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S.4. Uncropped gels

312 nm
1. 312nm, 15c¢cm, 30min, tris pH=6.8, C=500 uM
Lines 1, 7-9 in Figure S.3.A.
1 2 3 4 5 6 7 8 9 10 11 12 13 14

FII%: 91 0 9 x 50 0 7 x 46 13 7
Flll%: 9 0 0 x 50 0 0 x 54 0 0

a/a description a/a description
1 DNA + DARK 8 DNA +UVB +19
2 DNA +UVB 9 DNA +UVB +20
3 DNA + UVB + 18 10 Irrelevant (x)
4 DNA +UVB +19 11 DNA +UVB +18
5 DNA + UVB + 20 12 DNA +UVB +19
6 Irrelevant (x) 13 DNA +UVB + 20
7 DNA + UVB + 18 14 Irrelevant (x)

2. 312nm, 15c¢cm, 30min, tris pH=6.8, C=100 uM
Lines 1,2,5,6,7,8 of present gel in Figure 2(a) for controls and compounds 22, 21, 18 and 16,
respectively. The values of the rest are incorporated in the statistics of 22, 21, 18 and 16 in

plots of Figure 2(b).

1 2 3

10 11

12 13

Form I1%: 79 58 65 86 78 8 63 89 95 80 82
Form IlI%: 18 42 35 4 22 15 37 11 20 18
a/a description a/a description
1 DNA+ dark 9 Irrelevant (x)
2 DNA+ UVB 10 DNA +UVB + 22
3 DNA +UVB +16 11 DNA +UVB +21
4 Irrelevant (x) 12 DNA +UVB + 18
5 DNA + UVB + 22 13 DNA +UVB + 16
6 DNA +UVB +21 14 Irrelevant (x)
7 DNA +UVB + 18 15 DNA + UVB + 22
8 DNA +UVB + 16 16 DNA +UVB +21
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3. 312nm, 15cm, 30min, tris pH=6.8

Lines 12,13,4,5,8,9 of present gel in Figure 2(a) for compounds 21, 18 and 16. The values of
the rest are incorporated in the statistics of 21, 18 and 16 in plots of Figure 2(b).
2

1 3 4 5 6 7

8

9 10

11 12 13 14

FormII%: 35 30 91 94 42 40 90 87 35 41 95 81
Form [l1%: O 0 9 4 0 0 10 13 0 0 5 19
a/a description a/a description

1 DNA + dark 9 | DNA+UVB+16, 50uM

2 DNA + UVB 10 | DNA +UVB + 16, 50uM

3 DNA + UVB +18, 1uM 11 DNA +UVB +21, 1uM

4 DNA + UVB +18, 1uM 12 DNA + UVB +21, 1uM

5 DNA +UVB+18,50uM | 13 | DNA +UVB+21, 50uM

6 DNA +UVB+18,50uM | 14 | DNA+UVB +21, 50uM

7 DNA + UVB + 16, 1uM

8 DNA + UVB +16, 1uM

4. 312nm, 15cm, 30min, tris pH=6.8

Lines 4,9 of present gel in Figure 2(a) for compound 22. The values of the rest are
incorporated in the statistics of 22 in plots of Figure 2(b) and SI, S.3.B.
3

1 2 4 5 6 7

8

9 10 11 12

13 14

Form 11%: 0 20 42 83 84 88 76 74 83 76 75 72
Form II1%: 0 0 1 10 3 3 24 26 17 24 25 28
a/a description a/a description
1 DNA+ dark 9 DNA + UVB + 22, 25uM
2 DNA + UVB 10 DNA + UVB + 22, 25uM
3 | DNA+UVB+22 1uM | 11 DNA + UVB + 22, 25uM
4 | DNA+UVB+22, 1uM | 12 DNA + UVB + 22, 50uM
5 | DNA+UVB+22 1uM | 13 DNA + UVB + 22, 50uM
6 | DNA+UVB+22, 10uM | 14 DNA + UVB + 22, 50uM

7 | DNA +UVB + 22, 10pM
8 DNA + UVB +22, 10pM
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5. 312nm, 15cm, 30min, tris pH=6.8, 100 uM

Lines 1-9 of present gel in Figure 3(a) for compounds 22-29.
1 2 3 4 5 6 7 8 9

FIl%: 8 74 95 74 3 18 15 87
F1IlI%: 13 26 5 0 0 0 O 0

(Y]
~
o

description

DNA+UVB
DNA +UVB + 23
DNA +UVB +22
DNA +UVB +24
DNA +UVB + 25
DNA +UVB + 26
DNA +UVB +27
DNA +UVB + 28
DNA +UVB +29

ORI [([N[U || W|IN |-

6. 312nm, 15cm, 30min, tris pH=6.8, 100 pM
The values of the present and the former gels are incorporated in the statistics of 22-29 in

plots of Figure 3(b).
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16

F1%::82 19 79 73 1 30 20 72 76 42 90 58 0 26 27 54
FIlI%:18 8 21 0 O 0 0 0 24 58 10 O 0 0 0 0

a/a description a/a description
1 DNA + UVB + 23 9 DNA +UVB + 23
2 DNA + UVB +22 10 DNA + UVB +22
3 DNA + UVB + 24 11 DNA + UVB + 24
4 DNA +UVB + 25 12 DNA + UVB + 25
5 DNA +UVB + 26 13 DNA +UVB +26
6 DNA + UVB +27 14 DNA + UVB +27
7 DNA + UVB + 28 15 DNA + UVB + 28
8 DNA + UVB +29 16 DNA + UVB +29
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7. 312nm, 15cm, 30min, tris pH=6.8, 100 uM, mechanistic study of the DNA
photocleavage of compound 22

The values of the present gel lanes 1-8 are incorporated in Figure 4(b). The rest is the
second run of the experiment.
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16

FlI%: 80 76 8 73 52 80 0 83 8 70 46 87 0 72 87
Flll%: 20 17 11 6 0 7 0 14 14 5 6 6 0 28 13

a/a description a/a description
1 | DNA+UVB 9 DNA + UVB +22
2 | DNA+UVB+22 10 DNA + UVB +22 + 1500 uM cyst
3 | DNA +UVB +22 + argon 11 DNA + UVB +22 + 250 uM KI
4 | DNA +UVB + 22 + 1500 uM cyst 12 DNA + UVB +22 + 20 mM NaNs
5 | DNA +UVB +22 + 250 uM KI 13 DNA + UVB + 22 + D20
6 | DNA + UVB + 22 +20 mM NaNjs 14 DNA + UVB + 22 + 20% DMSO
7 | DNA+UVB+22+D20 15 DNA + UVB + 22 + 750 uM Mannitol
8 | DNA + UVB + 22 +20% DMSO 16 DNA + UVB + 22 + 250 uM hist

8. 312nm, 15c¢m, 30min, tris pH=6.8, 100 uM, mechanistic study of the DNA
photocleavage of compound 21

The values of the present gel, lanes 1-8 are incorporated in Figure 4(a). The rest is the
second run of the experiment.
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16

FI1%:83 71 75 56 45 61 0 77 70 63 52 74 1 0 78
FllI%:17 21 12 10 8 10 0O 23 20 19 7 14 0 0 22

a/a description a/a description
1 | DNA +UVB 9 DNA +UVB +21
2 | DNA+UVB+21 10 | DNA + UVB + 21 + 1500 uM cyst
3 | DNA +UVB +21 + argon 11 | DNA + UVB +21 + 250 uM KI
4 | DNA +UVB + 21 + 1500 uM cyst 12 | DNA + UVB + 21 + 20 mM NaNs
5 | DNA +UVB + 21 + 250 uM KI 13 | DNA + UVB + 21 + D:O0
6 | DNA + UVB + 21 + 20 mM NaN3 14 | DNA + UVB + 21 + 20% DMSO
7 | DNA +UVB +21 + D20 15 | Mannitol 750 uM control
8 | DNA + UVB + 21 +20% DMSO 16 | DNA + UVB + 21 +750 uM Mannitol
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365 nm

1. 365nm, 10cm, 120 min, tris pH=6.8, C=100 pM
The values of the present gel are incorporated in plots of Figure 5. The whole gel except
lane 14 is found in SI, S.3.D.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16

FII 70 67 62 46 36 36 37 45 DNA 67 69 67 x 43 89

F III 0 16 12 0 0 0 0 0 0 16 14 x 0 8
a/a description a/a description
1 DNA + UVA 10 DNA + UVA
2 DNA + UVA + 23 |11 DNA + UVA + 16
3 DNA + UVA + 22 | 12 DNA + UVA + 17
4 DNA + UVA + 24 |13 DNA + UVA + 18
5 DNA + UVA + 25 | 14 Irrelevant (x)
6 DNA + UVA + 26 | 15 DNA + UVA + 32
7 DNA + UVA + 27 | 16 DNA + UVA + 21
8 DNA + UVA + 28
9 DNA + UVA + 29

2. 365nm, 10cm, 120 min, tris pH=6.8, C=100 uM
The values of the present gel are incorporated in plots of Figure 5. pBluescript SK II was

used in this experiment.
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16

FII 60 53 59 36 35 37 31 39 DNA 65 65 58 x 37 71

FIr 18 27 14 0 0 0 0 0 12 16 15 X 0 21
a/a description a/a description
1 DNA + UVA 10 | DNA + UVA
2 DNA + UVA + 23 11 | DNA + UVA + 16
3 DNA + UVA + 22 12 | DNA + UVA + 17
4 DNA + UVA + 24 13 | DNA + UVA + 18
5 DNA + UVA + 25 14 | Irrelevant (x)
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DNA + UVA + 26 15 DNA + UVA + 32
DNA + UVA + 27 16 DNA + UVA + 21
DNA + UVA + 28
DNA + UVA + 29

O (00 ([

3. 365nm, 10cm, 120 min, tris pH=6.8, C=100 uM
The values of the present gel are incorporated in plots of Figure 5. pBluescript SK II was

used in this experiment.
1 2 3 4 S 6 7 8 9 10 11 12 13 14 15 16

- ——— D D W e

FII 60 49 41 «x 37 48 DNA 44 46 55 47 39 34 33 47

F III 14 3 1 X 0 16 2 15 5 0 0 0 0 0
a/a description a/a description
1 DNA + UVA 8 DNA + UVA
2 DNA + UVA +16 |9 DNA + UVA + 23
3 DNA + UVA +17 |10 DNA + UVA + 22
4 DNA + UVA + 18 |11 DNA + UVA + 24
5 Irrelevant (x) 12 DNA + UVA + 25
6 DNA + UVA + 32 |13 DNA + UVA + 26
7 DNA + UVA + 21 |14 DNA + UVA + 27

15 DNA + UVA + 28
16 DNA + UVA + 29

S33



