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1. Supplementary Tables

Table S1. Sequences of oligonucleotides used in this paper

Oligonucleotide ~ Sequence

Flu-telo21 5’-FAM-d[GGG TTA GGG TTA GGG TTA GGG]-TAMRA-3’

Flu-c-kit 5’-FAM-d[GGG AGG GCG CTG GGA GGA GGG]-TAMRA-3’

Flu-K-ras 5’-FAM-d[AGG GCG GTG TGG GAA GAG GGA AGA GGG GGA GGJ-
TAMRA-3’

Flu-dsDNA 5’-FAM-d[TAT AGC TAT ATT TTT TTA TAG CTA TA]-TAMRA-3’

telo24 5’-d[TTA GGG TTA GGG TTA GGG TTA GGG]- 3’
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Table S2. Energy profiles of docking study of top 100 poses for compounds 3, 4a, 4b, Sa,
and 5b with parallel-type telomeric G4.

3 4a 4b 5a 5b 3 4a 4b 5a 5b

1/ -9.055 -10.328 -10.329 -10.434 -10.612 51 -8.501 -9.293 -9.061 -9.587

2 -8.48 -10.242 -10.287 -10.277 -10.594 52 -8.46 -9.28 -9.061 -9.577

3 -10.111 -10.27 -10.229 -10.544 53 -8.457 -9.25 -9.042 -9.563

4 -10.037 -10.253 -10.161 -10.492 54 -8.448 -9.249 -9.042 -9.562

5 -9.754 -10.242 -10.039 -10.441 55 -8.423 -9.249 -9.036 -9.556

6 -9.681 -10.221  -9.982 -10.396 56 -8.394 -9.242 -9.03 -9.551

7 -9.506 -10.205 -9.831 -10.378 57 -8.392 -9.236 -9.023 -9.551

8 -9.553 -10.184 -9.808 -10.356 58 -8.377 -9.229 -9.013 -9.55

9 -9.521 -10.128 -9.753 -10.344 59 -8.356 -9.203 -9.007 -9.513
10 -9.439 -10.089 -9.721 -10.202 60 -8.343 -9.196 -8.994 -9.51
11 -9.438 -9.994 -9.715 -10.188 61 -8.331 -9.188 -8.988 -9.503
12 -9.43 -9.978 -9.693 -10.038 62 -8.308 -9.183 -8.974 -9.47
13 -9.429 -9939 -9.667 -10.035 63 -8.306 -9.171  -8.973 -9.451
14 -9.32 -9.938 -9.642 -10.032 64 -8.286  -9.169 -8.97  -9.447
15 -9.308 -9.874 -9.636 -10.03 65 -8.26 -9.148 -8.964 -9.437
16 -9.307 -9.872 -9.629 -10.002 66 -8.257 -9.098 -8.958 -9.412
17 -9.282 -9.822 -9.609 -9.97 67 -8.224 -9.091 -8.941 -9.412
18 -9.267 -9.806 -9.588 -9.97 68 -8.22 -9.075 -8.933 -9.397
19 -9.265 -9.789 -9.537 -9.967 69 -8.217 -9.037 -8.923 -9.392
20 -9.257 -9.78 -9.492 -9.963 70 -8.198 -9.004 -8.916 -9.389
21 -9.254  -9.759 -9.47  -9.956 71 -8.174 -9.003 -8.915 -9.388
22 -9.252 -9.754 -9.4 -9.953 72 -8.114 -9.002 -8.882 -9.34
23 -9.24 -9.693 -9.388 -9.941 73 -8.081  -8.981 -8.88  -9.339
24 -9.184 -9.684 -9.382 -9.927 74 -8.06 -8.976 -8.88 -9.313
25 -9.175 -9.635 -9.382 -9.914 75 -8.055 -8.966 -8.876 -9.299
26 -9.168 -9.63 -9.38  -9.908 76 -8.028 -8.963 -8.854 -9.255
27 -9.161 -9.619 -9.366 -9.875 77 -8.005 -8.957 -8.852 -9.238
28 -9.147 -9.615 -9.363 -9.87 78 -7.977 -8954 -8.851 -9.23
29 -9.103 -9.609 -9.361 -9.869 79 -7.969 -8.942 -8842 -9.201
30 -9.061 -9.603 -9.361 -9.858 80 -7.967 -8925 -8.822 -9.173
31 -9.021 -9595 -9.314 -9.856 81 -7.951 -8915 -8.811 -9.169
32 -9.011  -9554 -9.275 -9.853 82 -7.949 -8911 -8.795 -9.169
33 -8.988 -9.554 -9.27  -9.847 83 -7.945 -8.892 -8.792 -9.157
34 -8.978 -9.543 -9.258 -9.833 84 -7.942 -8.871 -8.777 -9.147
35 -8.974 -9531 -9.251 -9.822 85 -7.929 -8.854 -8.777 -9.132
36 -8.967 -9.52 -9.249 -9.815 86 -7.923 -8.837 -8.757 -9.124
37 -8.96 -9.492 -9.178 -9.804 87 -7911  -8.813 -8.738 -9.12
38 -8.954 -949 -9.177 -9.803 88 -7.908 -8.781 -8.733 -9.087
39 -8.934 -9.458 -9.17  -9.789 89 -7.904 -8.741 -8.718 -9.084
40 -8.898 -9.454 -9.164 -9.778 90 -7.897 -8.731 -8.639 -9.083
1 -8.889 -9.454 -9.15 -9.775 91 -7.897 -8714 -8.611 -9.083
42 -8.883 -9.446 -9.137 -9.765 92 -7.879 -8.702 -8595 -9.067
43 -8.872 -9439 -9.134 -9.762 93 -7.878 -8.668 -8.579 -9.056
44 -8.786 -9.417 -9.121  -9.752 94 -7.836 -8.654 -8.565 -9.047
45 -8.744 9389 -9.103 -9.704 95 -7.527 -8.646 -8.485 -9.039
46 -8.728 -9.387 -9.102 -9.68 96 -7.501 -8.006 -8.403 -9.015
47 -8.691 -9.366 -9.097 -9.671 97 -7.272 -7916 -8.153 -8.965
48 -8.685 -9.358 -9.087 -9.668 98 -7.195 -7.712 -7.675 -8.931
49 -8.627 -9.329 -9.085 -9.647 99 -7172  -7.457 -7.503 -8.916
50 -8.614 -9.319 -9.071 -9.62 100 -7.07 -7.43 -7.38 -8.827

S3



2. Supplementary Figures
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Figure S1. CD spectra of 3, 4a, 4b, Sa, and 5b in the presence of telomeric G4 under

potassium condition
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Figure S2. Correlation between the docking score and the RMSD of the top 100 poses for
re-docking benchmark (PDB ID: 3UYH)
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2. TH and *C NMR spectra for 10, 11, 13, 3, 16a, 4a, 16b, 4b, 19a, 5a, 19b, 5b.
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