Supplement Data

Figure S1. ESI mass spectra of Dst with the DNA duplex containing two ATAT sites at two
concentration ratios of compound to binding site: 1:1 and 2:1. The label [n: 2] (n=1, 2, 3, 4) represents

the two binding sites that have been bound by n ligands of Dst at five charge states (z= 10, 9, 8, 7, 6).

Figure S2. ESI mass spectra of Dst with the DNA duplex containing two ATATA sites at two

different concentration ratios, 1:1 and 2:1, of compound to binding sites. The labels are as in Figure S1.

Figure S3. ESI mass spectra of Dst with the DNA duplex containing two ATATAT sites in two

different concentration ratios to binding site: 1:1 and 2:1. The labels are as in Figure S1.

Figure S4. ESI mass spectra of Dst with the 22 base pair DNA hairpin containing one ATATA site in
two different concentration ratios, 1:1 and 2:1, compound to binding site. The label [1:1] and [2:1]

represent the binding site that has been bound by one or two ligands of Dst at two charge states (z=5, 4).



1004 5 yM ATAT in buffer [ATAT]

e 6-
[ATAT'e-  [ATAT]® [ATRT]

[ATAT]*

1250 1500 1750 2000 2250 m/iz

- 2:2]"

1007 Dst: ATAT= 1:1 [2:2]

."18-
_ [2:21% ot
: [3:2]%14: 2]
2| [ATAT]"

| 2 10- ]

4:
[2: ]“; [2 2]g

]9

TP N PP ...,....‘..‘.‘....‘....
1200 1400 1600 1800 2000 2200 m/z

[4:2]%

1997 pst: ATAT= 2:1

[4:2]"

%

i T e i i L T L B e I S B
1200 ‘1400 ‘1600 1800 2000 2200 Mz

Figure S1



100 5 yM ATATA in buffer  [ATATA]"

_ [ATATAJ®

[ATATAJ®

[ATATA]"®-
[ATATAJ®

1200 1400 1600

1007 Dst: ATATA= 1:1

1800
4:2]%
[4:21 [2:2]7- [4:2]"

2000 2200

[2:2]%
2 [ATATA]'0- [3:2]
[4:21%3- 918l r1.08-
[2:2]9. 3'2] [1 .2] |
L o S o i y
1200 1400 1600 1800 2000 2200 miz
.”18-
1007 Dst: ATATA= 2:1 [4:2]
[4:2]"
€
."10-
[atatape-  [4:2]
0 T Lk o .....u..‘l‘“.;..nmh m/z
1200 1400 1600 1800 2000 2200

Figure S2



5 uM ATATAT
ATATAT]® in buffer
[ : [ATATAT):

100 [ATATAT]-

[ATATAT]®

%

5200 Mz

Dst: ATATAT= 1:1
3:2 20 [2:2]"

1400 ' 1600 @ 1800 2000

1004 [ATATAT]'®

1200 |

[4:2]%

o | N 1:2]] [4:2]"

* [4:21' J:21%5 ) 3:2]7

[2:2]§

TIE00 T 1400 1660 1860 3000 3260 Mz
1007 pgt: ATATAT= 2:1 [4:2]*

1 [4:2]7

[4:2]0"
T1900 | 1400 | 1600 | 1800 | 2000 | 2200 M=z

Figure S3



100, 5UM ATATA (hairpin)  [ATATA]*
in buffer
o
[ATATA]*
7 l JJK [ATATAJ*
0 ||#‘|||"“||\\|||\mh7||||*‘r'%“‘ﬁ*ﬁm!z
800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
100, Dst:ATATA=1:1 [ATATA]*>
<] [2:1]7
[ATATA]*
: [1:176-12:11%
0!;00 900 1000 1100 1200 300 _ 1500 170 h (X)O
.415-
100, Dst: ATATA= 2:1 [2:1]
. [ATATA]>
1 2:115-
[2:1] [1:1]5
[ATATA]"
_ | e L
0 ""l'w"'|“---|'-‘--|--"-|--~L|-I-‘L|~-Jn“\----w- ponsae i) e R m/z
900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000

Figure S4




