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'H NMR and HRMS-ESI spectra of AP3am and AP5
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ESI-HRMS spectrum of AP3am
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'H NMR spectrum of AP5
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UV-vis experiments:
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Figure S1. UV—-vis spectra of AP compounds at ¢ = 1.6 x 10”°mol dm™; pH 7.0,

sodium cacodylate/HCI buffer, | = 0.05 mol dm™.
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CD experiments:

CtDNA

poly dG—poly dC

T T T T T
250 300 350 400 450
»/nm

1
500

-1.04

= 1 —
| \ g
g o4l °
a £
(&} [a]
APH 1 —— CD ctDNA o
——1=0.1
24 2
——r=03
34 4
—r=05
-4 T T T T T 1
250 300 350 400 450 500 -4 T T T T Y
% /nm 250 300 350 400 450
Alnm
Cth29987 10 —— poly dG-poly dC
——r=0 ——r=0.099
-~ r=0.19928 ——r=0.199
r=0.29823 =
r=0.39673 : - g’gg;
———r=0.49479 = — r=0.494
= r=059239 g r=0.
3 ——r=0.68955 £
£ a
fay 2 o
AP3 ° l
T T T T )
-4 T T T T ) 250 300 350 400 450
250 300 350 400 450 2/nm
Al nm
—— pdGpdC
—r=0.1
[ 5
o =]
AP3am | £ =
o 3}

T T T
250 300 350
A /nm

T 1
400 450

S5




——CctDNA
"0 poly dG-poly dC
——r=0.299 —r=0.099
poyed r=0.197
——r=0.
r=0.59 — —r=0.294
5y g r=0.389
E £ ———r=0.483
a = [a)
AP5 ° ’ 8
-4 T T T T ] ' ' . i .
250 %00 A/nm %50 400 450 250 300 350 400 450
Al nm
34 —— ctDNA 12 — poly dG-poly dC
——r=0.09985 1 ——r=0.0998
r=0.19928 r=0.199
21 l ——r=0.29829 ——r=0298
r=0.39689 r= 8.385
—_ ——r=0.49507 —r=0494
j=2
()
i)
E =
a S
APG6 . g
o
O
-4 . . . . . T T T T )
250 300 350 400 450 250 300 350 400 450
A/ nm x/nm

Figure S2. CD titration of ctDNA (c = 3.0 x 10™ mol dm™) and poly dG—poly dC (c
3.0 x 10° mol dm™) with APH, AP3, AP3am, AP5 and AP6 at molar ratios r

[compound] / [polynucleotide] (pH 7.0, buffer sodium cacodylate, | = 0.05 mol dm™).



poly A—poly U

poly dA—poly dT

r=0;0.1;0.2;0.3;0.4; 0.5

r=0;0.1;0.2; 0.3; 0.4; 0.51

i =
T 3
DP77 = £
o o
r/nm Alnm
104 8]
o] —— CD pApU 6
—r=0.1
=02 44
_ 64 —1r=0.2 1
g r=0.4 2 t
B 44 —— =05 R [:\
= k=] 0
Q £ 4
O 2 a 2
— pdAp!
A P H o dApdT
0+ 4 r=0.1
—1=0.2
24 64 —r=0.3
r=0.4
4 T T T T T . 8 —— =05
250 300 350 400 450 500
%/nm -10 T T T T T )
250 300 350 400 450 500
Alnm
124 —— poly dA-poly dT
oly A-poly U —r=0.099
paly A-paly o] v
- ——r=0.298
_ : = g';gg r=0.396
S e ——r= 0494
8 r=0.396 r=0592
£ ——r=0.494 t
[a) =
AP3 ) b
. . . . T T nm _T T !
A B0 ) i e o 250 300 350 400 450
—— poly A - poly U 8- —— poly dA - poly dT
——r=0.1 —r=0.1
— =02 —1r=0.2
—r=0.3 —1r=0.3
1=0.4 r=0.4
=05 —1r=0.5
= =
9] @
ko] o =
E E =
Qa Q }
AP3am © ©
T T T T 1 T T T T 1
250 300 350 400 450 250 300 350 400 450
r/nm

A /nm

S7




— poly A-poly U —— poly dA-poly dT
159 ——r=0.0933 —r=0.
r=0.19731 r=0199
—r=02939 1050
104 r=0.38936 0%
= ——r=0.48337 l r= 0594
5
2 s \
o E\ l = =23
APS5 ° £
0 a -
O
54
-10 T T T T ) T T T |
250 30, | 350 400 450 250 300 350 400 450
Alnm
rlnm
12 —— poly dA-poly dT
— poly A-poly U ——r=0.0998
——r=0.099 r=0.199
9 r=0.199 ——r=0.298
——r=0298 r=0.396
r=0.396 ——r=0.494
&1 ——r=0.494 ‘
g ﬁ\/\
3 =
£ 3 3 |
AP6 8 1A | = \ }
8.

\/]\ %= 247.50m

T T
250 300

N

T 254 nm

T T
250 300

T
350

A/ nm

T
400

Figure S3. CD titration of poly A—poly U (c = 3.0 x 10™ mol dm™) and poly dA—poly

dT (c = 3.0 x 10”° mol dm™) with DP77, APH, AP3, AP3am, AP5 and AP6 at molar

ratios r = [compound] / [polynucleotide] (pH 7.0, buffer sodium cacodylate, | = 0.05

mol dm™).
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Figure S4. CD titration of poly dAdT—poly dAdT (c = 3.0 x 10™ mol dm™) with AP3,

AP3am and AP6 at molar ratios r = [compound] / [polynucleotide] (pH 7.0, buffer

sodium cacodylate, | = 0.05 mol dm).
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Table S1. Groove widths and depths for selected nucleic acid conformations [1].

Groove width [A]

Groove depth [A]

major minor major minor
[b] poly dAdT—poly dAdT 11.2 6.3 8.5 7.5
[c] poly dA—poly dT 11.4 3.3 7.5 7.9
[a] poly rA—poly rU 3.8 10.9 13.5 2.8
[b] poly dGdC—poly dGdC 13.5 9.5 10.0 7.2

[a] A-helical structure (e.g. A-DNA). [b] B-helical structure (e.g. B-DNA); [c] C-helical

structure (e.g. C-DNA).

1 a) Saenger, W. Principles of Nucleic Acid Structure, Springer-Verlag: New York,

1983; b) Cantor, C. R.; Schimmel, P. R. Biophysical Chemistry, WH Freeman & Co:

San Francisco, 1980.
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