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Table S1: PDB file residue numbers used as ligands in the ngskudies.

PDBID LIGAND | PDBID LIGAND | PDBID LIGAND

RESIDUE RESIDUE RESIDUE
1Z3F 42 4E1U 103 454D 81
1D30 25 432D 21 109D 25
127D 25 128D 25 264D 25
227D 25 311D 25 2B3E 25
129D 25 130D 25 2DBE 25
1D63 25 298D 25 1IFMQ 25
1EEL 25 144D 25 102D 25
1PRP 25 2GB9 302 1D32 9
334D 22 2DND 25 1JTL 31
182D 13 128V 31 1DVL 25
473D 21 6BNA 25

Table S2: RMSDs (in A) of atoms of the four central base paitaéDNA molecule in its original
orientation and the flipped orientation.

PDBID RMSD

1D63 (0306
227D Q380
298D Q315
2DBE 0332
1D30 0458
432D Q683
2B3E Q209
1JTL 0549
2DND  0.702
1EEL 0305
1IFMQ 0209
109D Q331
127D Q764
128D 1048
129D (0889
130D 1048
264D (0362
311D Q248
1DVL 0.576
178V 0535
473D Q328
6BNA  0.380
102D Q311
1PRP 0334
144D 1146
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Figure S1:AGowest @s a function of the number of free energy evaluations fands with no
rotatable bonds.
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Figure S2:AGowest @S a function of the number of free energy evaluations fands with three
rotatable bonds.
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Figure S3:AGjowest @S a function of the number of free energy evaluations famds with four
rotatable bonds.
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Figure S4:AGgwest @s a function of the number of free energy evaluations famnds with five
rotatable bonds.
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Figure S5:AGowest @s a function
rotatable bonds.
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Figure S6:AGjqwestas a function of the number of free energy evaluations famlas with seven
rotatable bonds.
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Figure S7:AGjowest @S a function of the number of free energy evaluations famlds with eight
rotatable bonds.
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Figure S8:AGowest as a function of the number of free energy evaluations fands with 10
rotatable bonds.
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Table S3: Binding site information (binding free energiekaal/mol, number of conformations in
each site, and RMSDs in A) for PDB ID: 1Z3F. At most ten bindiitgswith the lowest binding
free energies are shown. Number of free energy evaluatinso®

BINDING AG NUMBERIN RMSD

SITE CLUSTER
1 -9.28 25 567
2 -9.23 40 137
3 -9.13 17 627
4 -9.13 15 290
5 —8.84 1 372
6 —8.69 1 361
7 —8.43 1 Q73

Table S4: Binding site information (binding free energiekaal/mol, number of conformations in
each site, and RMSDs in A) for PDB ID: 4E1U. At most ten bindiitgswith the lowest binding
free energies are shown. Number of free energy evaluatinso®

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —16.23 28 019
2 —16.23 33 020
3 —12.00 11 785
4 —11.93 10 786
5 —1175 3 1787
6 —11.68 1 778
7 —-11.67 4 780
8 —11.66 1 788
9 —10.88 4 1186
10 —10.84 3 1175
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Table S5: Binding site information (binding free energiekaal/mol, number of conformations in
each site, and RMSDs in A) for PDB ID: 454D. At most ten bindiitgswith the lowest binding
free energies are shown. Number of free energy evaluatinso®

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —1554 11 840
2 —15.27 18 825
3 —15.10 3 838
4 —15.04 8 827
5 —-1314 17 098
6 —13.08 12 098
7 —12.16 2 187
8 —12.03 6 1201
9 —12.02 1 967
10 —11.88 4 1203

Table S6: Binding site information (binding free energiekaal/mol, number of conformations in
each site, and RMSDs in A) for PDB ID: 1D30. At most ten bindiitgswith the lowest binding
free energies are shown. Number of free energy evaluatnsoP

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —12.67 26 219
2 —12.23 1 177
3 —12.22 10 234
4 —-12.14 9 Q87
5 —-1211 5 1062
6 —-12.10 3 997
7 —11.96 3 994
8 —11.95 14 219
9 —11.86 2 417
10 —11.82 5 663

S9



Table S7: Binding site information (binding free energiekaal/mol, number of conformations in
each site, and RMSDs in A) for PDB ID: 432D. At most ten bindiitgswith the lowest binding
free energies are shown. Number of free energy evaluatinso®

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —-13.20 13 346
2 —12.92 12 821
3 —12.56 1 805
4 —11.96 12 790
5 —11.86 2 758
6 —11.59 1 606
7 —11.47 2 Q53
8 —1137 3 355
9 —-11.22 4 282
10 —11.20 1 828

Table S8: Binding site information (binding free energiekaal/mol, number of conformations in
each site, and RMSDs in A) for PDB ID: 109D. At most ten bindiitgswith the lowest binding
free energies are shown. Number of free energy evaluatnsoP

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —1594 26 126
2 —1574 16 115
3 —15.24 8 934
4 —15.09 11 658
5 —15.09 7 521
6 —15.03 2 380
7 —14.30 6 252
8 —14.02 12 233
9 —13.89 1 297
10 —13.68 6 291
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Table S9: Binding site information (binding free energiekaeal/mol, number of conformations in
each site, and RMSDs in A) for PDB ID: 127D. At most ten bindiitgswith the lowest binding
free energies are shown. Number of free energy evaluatnsoP

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —14.80 21 116
2 —14.12 6 381
3 —14.07 3 302
4 —14.01 9 282
5 —1381 5 Q57
6 —13.56 1 246
7 —13.38 4 966
8 —1334 3 610
9 —-1324 1 926
10 —-13.20 2 1434

Table S10: Binding site information (binding free energie&cal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 128D. At most ten birgigites with the lowest binding
free energies are shown. Number of free energy evaluatibnsoP.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —14.77 10 667
2 —14.48 8 915
3 —14.38 10 217
4 —14.18 8 366
5 —14.13 5 958
6 —13.85 6 608
7 —13.82 14 640
8 —13.79 1 873
9 —1377 2 840
10 —13.75 2 721
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Table S11: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 264D. At most ten birglaites with the lowest binding
free energies are shown. Number of free energy evaluatibnsoP.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —16.18 25 503
2 —-15.94 44 Q73
3 —15.70 12 502
4 —1515 5 108
5 —14.55 3 244
6 —14.39 2 965
7 —14.10 1 al4
8 —14.00 1 331
9 —13.86 1 264
10 —13.78 3 925

Table S12: Binding site information (binding free energie&cal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 227D. At most ten birgigites with the lowest binding
free energies are shown. Number of free energy evaluatibnsoP.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —13.82 15 065
2 —13.63 17 Q72
3 —-1321 6 Q90
4 —1312 3 Q87
5 —12.87 1 617
6 —12.77 12 414
7 —12.68 1 411
8 —-1261 15 426
9 —12.60 4 416
10 —12.46 6 350
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Table S13: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 311D. At most ten birglaites with the lowest binding
free energies are shown. Number of free energy evaluatibnsoP.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —-17.14 13 096
2 —16.93 16 109
3 —16.56 2 157
4 —16.00 1 626
5 —15.87 17 285
6 —15.59 2 409
7 —15.55 2 611
8 —1553 15 358
9 —15.50 2 347
10 —15.29 7 1171

Table S14: Binding site information (binding free energie&cal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 2B3E. At most ten bindsites with the lowest
binding free energies are shown. Number of free energy atiahs: 2« 10°.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —15.85 28 096
2 —15.65 3 301
3 —15.65 21 070
4 —1561 4 111
5 —1531 14 205
6 —1524 2 124
7 —14.93 2 960
8 —14.93 2 516
9 —14.38 2 435
10 —14.17 1 353
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Table S15: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 129D. At most ten birgigites with the lowest binding
free energies are shown. Number of free energy evaluatibnso’.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —16.33 32 070
2 —15.98 50 090
3 —15.93 4 204
4 —1531 3 940
5 —-15.19 4 963
6 —15.15 6 941
7 —14.27 1 630

Table S16: Binding site information (binding free energie&c¢al/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 130D. At most ten birgigites with the lowest binding
free energies are shown. Number of free energy evaluatibnseP.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —15.89 7 141
2 —1574 19 308
3 —15.27 3 290
4 —15.18 6 912
5 —-1511 3 376
6 —14.92 1 125
7 —14.87 9 867
8 —14.84 4 281
9 —14.78 7 734
10 —14.70 5 449
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Table S17: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 2DBE. At most ten bindsites with the lowest
binding free energies are shown. Number of free energy atiahs: 2« 1.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —11.85 7 285
2 —-1169 2 336
3 —-1151 3 360
4 —11.45 9 1254
5 —11.37 8 1213
6 —1116 1 860
7 —11.04 1 468
8 —11.02 1 318
9 —11.00 2 446
10 —10.95 2 609

Table S18: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 1D63. At most ten birglisites with the lowest
binding free energies are shown. Number of free energy atiahs: 2« 10°.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —1241 9 307
2 —1173 4 403
3 —-1172 1 092
4 —1155 1 Q73
5 —11.50 1 129
6 —11.29 8 1286
7 —11.28 1 914
8 —11.26 6 841
9 —-1122 5 1199
10 —11.09 1 198
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Table S19: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 298D. At most ten birglaites with the lowest binding
free energies are shown. Number of free energy evaluatibnso?.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —-1571 41 148
2 —15.30 9 621
3 —15.23 20 158
4 —14.85 1 193
5 —14.79 3 448
6 —14.67 5 686
7 —14.64 2 449
8 —14.58 3 168
9 —14.54 2 900
10 —14.42 4 621

Table S20: Binding site information (binding free energie&cal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 1FMQ. At most ten birglisites with the lowest
binding free energies are shown. Number of free energy atiahs: 2«10,

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —15.69 16 125
2 —15.65 9 165
3 —1551 8 735
4 —15.45 2 910
5 —15.13 7 202
6 —14.89 3 271
7 —14.48 3 635
8 —14.48 4 457
9 —14.41 3 849
10 —14.30 2 443
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Table S21: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 1EEL. At most ten birglisites with the lowest
binding free energies are shown. Number of free energy atiahs: 2« 1.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —16.85 7 201
2 —16.25 2 441
3 —15.98 1 185
4 —15.49 4 740
5 —15.23 6 139
6 —15.16 2 478
7 —14.99 2 623
8 —14.98 1 106
9 —14.77 3 228
10 —14.75 2 498
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Table S22: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 144D. At most ten birglaites with the lowest binding
free energies are shown. Number of free energy evaluatibnsoP.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —16.58 4 349
2 —15.43 1 289
3 —14.96 2 374
4 —14.82 1 924
5 —14.78 4 308
6 —14.75 2 480
7 —14.51 4 456
8 —14.36 2 560
9 —14.23 3 318
10 —-14.11 2 608

Table S23: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 102D. At most ten birgigites with the lowest binding
free energies are shown. Number of free energy evaluatibnse?.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —12.94 6 219
2 —12.78 5 105
3 —12.63 10 202
4 —12.47 6 180
5 —1241 4 298
6 —12.38 1 428
7 —12.35 4 489
8 —12.33 6 121
9 —-12.15 3 151
10 —12.13 5 244
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Table S24: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 1PRP. At most ten bindiitgs with the lowest binding
free energies are shown. Number of free energy evaluatibnso?.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —12.28 19 299
2 —12.25 22 294
3 —-12.12 7 167
4 —12.05 3 262
5 —12.00 3 506
6 —11.93 1 687
7 —1191 7 224
8 —11.88 4 267
9 —11.88 2 274
10 —11.87 4 168

Table S25: Binding site information (binding free energie&cal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 2GB9. At most ten bindsitgs with the lowest
binding free energies are shown. Number of free energy atiahs: 2«10,

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —10.57 5 269
2 —-10.24 1 817
3 —10.19 7 869
4 —-10.12 5 426
5 —10.07 3 241
6 —-9.96 1 391
7 -9.93 8 768
8 —9.86 17 839
9 —9.82 3 514
10 —-9.77 3 421
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Table S26: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 1D32. At most ten birglites with the lowest
binding free energies are shown. Number of free energy atiahs: 2«18,

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —-20.12 1 7.09
2 —20.01 4 655
3 —-19.79 10 137
4 —19.46 3 7.05
5 —1941 1 331
6 —19.38 1 647
7 —19.36 1 722
8 —19.32 4 657
9 —19.30 7 656
10 —19.20 1 322

Table S27: Binding site information (binding free energie&cal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 334D. At most ten birgigites with the lowest binding
free energies are shown. Number of free energy evaluatibnse?.

BINDING AG NUMBERIN RMSD

SITE CLUSTER
1 —-9.54 2 983
2 -9.26 2 1213
3 -9.23 1 911
4 -9.03 1 959
5 —8.97 1 934
6 —8.89 1 847
7 —8.88 1 951
8 —8.87 2 1325
9 —8.76 2 1306
10 —8.59 2 1007
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Table S28: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 2DND. At most ten birglisites with the lowest
binding free energies are shown. Number of free energy atiahs: 2«18,

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —13.95 2 1321
2 —1318 1 373
3 —-12.97 1 294
4 —12.63 1 852
5 —1251 1 1107
6 —12.49 1 1310
7 —12.49 1 1174
8 —-1221 1 1377
9 —-12.19 1 926
10 —-12.15 2 1309

Table S29: Binding site information (binding free energie&cal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 182D. At most ten birgigites with the lowest binding
free energies are shown. Number of free energy evaluatibnsoP.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —11.78 9 167
2 —10.97 19 704
3 —10.81 3 1076
4 -9.70 2 1080
5 —-38.90 6 1036
6 —5.89 1 1508
7 —5.65 1 923
8 —5.56 1 1111
9 —-5.23 1 1767
10 —5.00 1 1809
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Table S30: Binding site information (binding free energie&dal/mol, number of conformations
in each site, and RMSDs in A) for PDB ID: 473D. At most ten birgaites with the lowest binding
free energies are shown. Number of free energy evaluatibnso’.

BINDING AG NUMBER IN RMSD

SITE CLUSTER
1 —12.58 1 944
2 —-12.13 1 992
3 —-1211 1 503
4 —11.86 1 992
5 —11.56 1 974
6 —11.42 1 560
7 —11.30 1 807
8 —-1128 1 197
9 —11.22 1 815
10 —-1121 1 al7

Table S31: Success rates using multiple thresholds in RM8bBsidering the site of lowest bind-
ing free energy or all sites within some percentage from theest binding free energy. These
results include only systems for which convergence waseaehli

Threshold
1A 2A 3A
RMSD OFAGowest | 19% 39% 61%
LOWEST RMSD WITHIN 5% OFAG|owest | 25% 61% 75%
LOWEST RMSD WITHIN 10% OFAGgwest | 32% 68% 86%
LOWEST RMSD WITHIN 15% OFAGgwest | 36% 79% 93%
LOWEST RMSD WITHIN 20% OFAG|gwest | 39% 86% 96%
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Figure S10: Binding site that correspond#\te = —9.23 kcal/mol for system 1Z3F. Carbon atoms
of the ligand at the experimentally determined geometryhosvn with light blue, whereas carbon
atoms at the predicted geometry are shown with light pinke RMSD is 137 A. The predicted
geometry overlaps with the experimentally determined getoyrin the intercalation site and is in
the same orientation. The ligand in both geometries formisyamogen bonds with DNA.
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Figure S11: Binding site that corresponds¥Gjowest = —16.23 kcal/mol for system 4E1U. Car-
bon atoms of the ligand at the experimentally determinedrgtxy are shown with light blue,
whereas carbon atoms at the predicted geometry are showtighit pink. The RMSD is (19 A,
The ligand in the experimental geometry is in complete agewith the ligand in the predicted
geometry. Both ligands form no hydrogen bonds with the DNAeguole.

Figure S12: Binding site that correspond€\®,qest= —15.54 kcal/mol for system 454D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligitit pThe RMSD is 840 A. The
ligand in the experimental geometry intercalates from tlagomgroove, whereas the ligand in the
predicted geometry intercalates from the minor groovehéexperimentally determined geome-
try, the ligand forms two hydrogen bonds with two guaninessgatom O6, residues 4 and 12). In
the predicted geometry, the ligand forms a hydrogen bonld avguanine base (atom N3, residue
12) and another one with a sugar (aton @dsidue 13).
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Figure S13: Binding site that correspondsG@ = —13.08 kcal/mol for system 454D. Carbon
atoms of the ligand at the experimentally determined gepnaeé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light pThe RMSD is 098 A. The
ligand in both the experimental and predicted geometrigsgalates from the major groove. In
the experimentally determined geometry, the ligand fomveshydrogen bonds with two guanine
bases (atom O6, residues 4 and 12) with both present in thiicped geometry as well.

Figure S14: Binding site that correspond&\®oest= —12.67 kcal/mol for system 1D30. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit pThe RMSD is 219 A. The
predicted geometry is displaced from the experimentallemieined geometry. There are two
hydrogen bonds in the experimentally determined geomettiy,an adenine (atom N3, residue 6)
and a thymine base (atom O2, residue 7). None of those twamggdrbonds are present in the
predicted geometry. Instead, the ligand in the predictexhgptry forms hydrogen bond with two
thymine bases (atom O2, residues 8 and 19), and an amidimoup dorms two hydrogen bonds
with two sugars on both strands (atom’Q#sidues 7 and 21).
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Figure S15: Binding site that correspondsiG = —12.14 kcal/mol for system 1D30. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light The RMSD is 087 A. The rings

in the predicted geometry overlap significantly with thegenn the experimentally determined
geometry. There are two hydrogen bonds in the experimgndailermined geometry, with an
adenine (atom N3, residue 6) and a thymine base (atom O&ueeg). None of those two hydrogen
bonds are present in the predicted geometry. Instead,ghaediin the predicted geometry forms
hydrogen bonds with two thymine bases (atom O2, residuesd 2@) on the same strand, and an
amidinium group forms a hydrogen bonds with a phosphatepoaygen (residue 19).
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Figure S16: Binding site that correspondd®,oyest= —13.20 kcal/mol for system 432D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit pThe RMSD is 346 A. The
predicted geometry is displaced from the experimentaltgmieined geometry. The ligand in the
experimentally determined geometry forms three hydrogerdb with the DNA molecule, none
of which are present in the predicted geometry. In the erpamtally determined geometry, the
ligand forms hydrogen bonds with a thymine base (atom O2duesl7), with an adenine base
(atom N3, residue 16), and a guanine base (atom N3, residule $e predicted geometry, an
amidinium group forms two hydrogen bonds with two sugarsath strands (atoms O3esidues
7 and 18).
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Figure S17: Binding site that correspondsG@ = —11.47 kcal/mol for system 432D. Carbon
atoms of the ligand at the experimentally determined gepnaeé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligkt The RMSD is 063 A. The pre-
dicted geometry overlaps significantly with the experinaéiptdetermined geometry. The ligand
in the experimentally determined geometry forms three dgein bonds with the DNA molecule,
all of which are present in the predicted geometry. In theeexpentally determined geometry, the
ligand forms hydrogen bonds with a thymine base (atom O2duesl?7), with an adenine base
(atom N3, residue 16), and a guanine base (atom N3, residuln 3he predicted geometry, in
addition to the three hydrogen bonds present in the expatatig determined geometry, there is
an additional hydrogen bond with a thymine base (atom O&juesl8).
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Figure S18: Binding site that correspondsi@gyest = —15.94 kcal/mol for system 109D. Car-
bon atoms of the ligand at the experimentally determinedrgety are shown with light blue,
whereas carbon atoms at the predicted geometry are showtigtit pink. The RMSD is 126 A.
The predicted geometry overlaps with the experimentaltgraieined geometry. The ligand in the
experimentally determined geometry forms three hydrogerab, one with an adenine base (atom
N3, residue 6), one with a thymine base (atom O2, residuen8)aaother one with a sugar (atom
04, residue 18). The ligand in the predicted geometry formseltitydrogen bonds, one of which
is also found in the experimentally predicted structuretfwai thymine base, atom O2, residue 8).
The other two hydrogen bonds are formed with two sugars (@dhresidues 9 and 19).

Figure S19: Binding site that correspond&®,oyest= —14.80 kcal/mol for system 127D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligtit pThe RMSD is 116 A. The
predicted geometry overlaps to some extent with the exmatally determined geometry but is
displaced from the latter. The ligand in the experimentdiyermined geometry does not form
any hydrogen bonds with the DNA molecule, whereas the liganie predicted geometry forms
a hydrogen bond with a thymine base (atom O2, residue 20) andar (atom O4residue 18).
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Figure S20: Binding site that correspondsG = —13.81 kcal/mol for system 127D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligitit pThe RMSD is 067 A. The
predicted geometry overlaps significantly with the expenially determined geometry. The lig-
and in the experimentally determined geometry does not forynhydrogen bonds with the DNA
molecule, whereas the ligand in the predicted geometry $arhydrogen bond with an adenine

base (atom N3, residue 6).
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Figure S21: Binding site that corresponds@owest = —14.77 kcal/mol for system 128D. Car-
bon atoms of the ligand at the experimentally determinedrgtxy are shown with light blue,
whereas carbon atoms at the predicted geometry are showtighit pink. The RMSD is 67 A.
The predicted geometry is significantly displaced from tkgegimentally determined geometry.
The ligand in the experimentally determined geometry fotws hydrogen bonds with the DNA
molecule, one of which is also present in the predicted géyma the experimentally determined
geometry the ligand forms two hydrogen bonds with two adebases (atom N3, residues 6 and
17). In the predicted geometry, the ligand forms two hydrolgends with two sugars (atom Q4
residues 19 and 23), a hydrogen bond with a thymine base @@mesidue 20) and an adenine
base (atom N3, residue 6).
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Figure S22: Binding site that correspondsG@ = —14.38 kcal/mol for system 128D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit pThe RMSD is 217 A. The
predicted geometry is displaced from the experimentaltgriieined geometry. The ligand in the
experimentally determined geometry forms two hydrogerdsamith the DNA molecule, none of
which is present in the predicted geometry. In the expertaigrdetermined geometry the ligand
forms two hydrogen bonds with two adenine bases (atom NRiues 6 and 17). In the predicted
geometry, the ligand forms a hydrogen bond with a phosphatgpgoxygen (residue 19), and a
hydrogen bond with a thymine base (atom O2, residue 19).
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Figure S23: Binding site that correspond&\®,qyest= —16.18 kcal/mol for system 264D. Carbon
atoms of the ligand at the experimentally determined gepnaeé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light pThe RMSD is 503 A. The
predicted geometry is displaced from the experimentaltgriieined geometry. The ligand in the
experimentally determined geometry forms two hydrogendisamith the DNA molecule, one of
which is also present in the predicted geometry. In the exymattally determined geometry the
ligand forms two hydrogen bonds with an adenine base (atomdd®lue 18) and a thymine base
(atom O2 residue 7). In the predicted geometry, the ligamoh$oa hydrogen bond with a sugar
(atom O4, residue 18), a hydrogen bond with a thymine base (atom GRjue 7) and an adenine
base (atom N3, residue 6).
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Figure S24: Binding site that corresponds@ = —15.94 kcal/mol for system 264D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light he RMSD is 073 A. The pre-
dicted geometry overlaps significantly with the experinaéiptdetermined geometry. The ligand in
the experimentally determined geometry forms two hydrdgamds with the DNA molecule, both
of which are also present in the predicted geometry. In tipementally determined geometry
the ligand forms two hydrogen bonds with an adenine basen(ai8, residue 18) and a thymine
base (atom O2 residue 7). In the predicted geometry, thedif@@ms an additional hydrogen bond
with a guanine (atom N3, residue 10).
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Figure S25: Binding site that correspondé\,qwest= —17.14 kcal/mol for system 311D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light @he RMSD is 096 A. There is
significant overlap between the rings of the predicted améementally determined geometries.
In the experimentally determined structure, the ligandif®two hydrogen bonds, with an adenine
base (atom N3, residue 18) and a thymine base (atom 02, ees8juwith both of these hydrogen
bonds being presentin the predicted geometry. The amidignoups of the ligand in the predicted
geometry also form hydrogen bonds with a cytosine base (&@nresidue 9) and a sugar (atom
04, residue 21).

S35



Figure S26: Binding site that correspond&\®|oest= —15.85 kcal/mol for system 2B3E. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit he RMSD is 096 A. There is
significant overlap between the rings of the predicted ampéementally determined geometries.
In the experimentally determined structure, there are tygvdgen bonds with two thymine bases
(atom O2, residues 19 and 20) and none of them appear in theg@ geometry. In the latter,
there are two hydrogen bonds with two sugars (atorh) @4idues 7 and 21), and a hydrogen bond
with a cytosine base (atom O2, residue 9).

Figure S27: Binding site that correspondsG = —15.65 kcal/mol for system 2B3E. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit he RMSD is 070 A. There is
significant overlap between the rings of the predicted ameementally determined geometries.
In the experimentally determined structure, there are tygvdgen bonds with two thymine bases
(atom O2, residues 19 and 20). The same two hydrogen bondsamipgthe predicted structure, in
addition to a third hydrogen bond with a cytosine base (at@nr€sidue 9).
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Figure S28: Binding site that correspondsN@owest = —16.33 kcal/mol for system 129D. Car-
bon atoms of the ligand at the experimentally determinedrgety are shown with light blue,
whereas carbon atoms at the predicted geometry are showdig¥it pink. The RMSD is (070
A. The predicted geometry overlaps with the experimenidiiermined geometry. The ligand in
the experimentally determined geometry forms a hydrogerd with an adenine base (atom N3,
residue 6), whereas the ligand in the predicted geometmida hydrogen bond with a thymine

base (atom O2, residue 7).
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Figure S29: Binding site that correspondsM@owest = —15.89 kcal/mol for system 130D. Car-
bon atoms of the ligand at the experimentally determinedrgety are shown with light blue,
whereas carbon atoms at the predicted geometry are shoWwrigtit pink. The RMSD is 41

A. The predicted geometry overlaps to some extent with tipementally determined geometry.
The ligand in the experimentally determined geometry fonmshydrogen bonds with the DNA
molecule, whereas the ligand in the predicted geometrysaimydrogen bond with a sugar (atom

04, residue 18).
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Figure S30: Binding site that correspond¥G|owest = —11.85 kcal/mol for system 2DBE. Car-
bon atoms of the ligand at the experimentally determinedrgety are shown with light blue,
whereas carbon atoms at the predicted geometry are showdig¥it pink. The RMSD is 85
A. The rings of the predicted and experimentally determigedmetries are displaced from each
other. A secondary amine in the predicted geometry formsdadgen bond with a thymine base
(atom O2, residue 19), whereas the same group faces thensmithe experimentally determined
structure. An amidinium group forms a hydrogen bond with dengne (atom N3, residue 18) in
the experimentally determined geometry, whereas the saoup dorms a hydrogen bond with a
sugar (atom O3 residue 8) located on the opposite strand in the predictedngtry. The other
amidinium group forms a hydrogen bond with a sugar (atorh @3idue 6) in the predicted ge-
ometry, whereas there are no hydrogen bonds in the expdaityetietermined geometry.
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Figure S31: Binding site that correspondsiiG = —10.55 kcal/mol for system 2DBE. Carbon
atoms of the ligand at the experimentally determined gegnaeé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligtit pThe RMSD is 102 A. The
rings of the predicted and experimentally determined géneseare displaced from each other.
An amidinium group in the predicted geometry forms a hydrogend with a thymine base (atom
02, residue 20), whereas an amidinium group in the expetaigpredicted geometry forms a
hydrogen bond with an adenine base (atom N3, residue 18).

Figure S32: Binding site that correspond¥G;owest = —12.41 kcal/mol for system 1D63. Car-
bon atoms of the ligand at the experimentally determinedrgtxy are shown with light blue,
whereas carbon atoms at the predicted geometry are shoWwright pink. The RMSD is 3.07
A. The amidinium groups of the ligand at the predicted geoyrierm 2 hydrogen bonds with 2
sugars (atom G3residues 18 and 20) whereas the same groups at the exp&igeometry form
hydrogen bonds with two thymine bases (atom O2, residuesl 2@nand an adenine base (atom
N3, residue 6). In the predicted geometry there is also adggir bond between the ligand’s azido
group and a thymine base (atom O2, residue 7), whereas ndigdobgen bond is present in the
experimental structure.
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Figure S33: Binding site that correspondsiG@ = —11.55 kcal/mol for system 1D63. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligtkt prhe RMSD is 0.73 A. In the
predicted geometry one amidinium group forms two hydrogemdis with the O4atoms of two
DNA sugars on opposite strands (residues 9 and 19), whéreatter amidinium group forms a
hydrogen bond with an adenine base (atom N3, residue 6).aftee hydrogen bond is also found
in the experimentally determined geometry. The hydrogethefligand’s azido group faces the
solvent, as found in the experimentally determined stmagctu
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Figure S34: Binding site that correspond&®,oyest= —15.71 kcal/mol for system 298D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light he RMSD is 148 A. There is
significant overlap between the rings of the predicted ameementally determined geometries.
In the experimentally determined structure, an amidinivwug forms a hydrogen bond with a
thymine base (atom O2, residue 8), and a hydrogen bond witdanine base from the opposite
strand (atom N3, residue 18). The same group in the predjetechetry forms two hydrogen bonds
with a sugar from each strand (atom’Q#sidue 9 and atom Q4esidue 19). The other amidinium
group forms a hydrogen bond with a thymine base (atom O2dues?0) in the experimentally
determined structure, and a hydrogen bond with a sugar (&dnresidue 21) in the predicted
geometry.
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Figure S35: Binding site that correspond\¥Gowest = —15.69 kcal/mol for system 1FMQ. Car-
bon atoms of the ligand at the experimentally determinedrgtxy are shown with light blue,
whereas carbon atoms at the predicted geometry are showrdig¥t pink. The RMSD is 25
A. There is significant overlap between the rings of the mtedi and experimentally determined
geometries. In the experimentally determined structimeamidinium groups form two hydrogen
bonds with two thymine bases (atom O2, residues 8 and 20), mahe of those two hydrogen
bonds shared with the predicted geometry. In the latteljghed forms two hydrogen bonds with
two adenine bases (atom N3, residues 6 and 18) and a hydrogenvith a sugar (atom 04
residue 9).

Figure S36: Binding site that correspond@t®oest= —16.85 kcal/mol for system 1EEL. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligtkt prhe RMSD is 201 A. There

is significant overlap between the central rings of the mtedi and experimentally determined
geometries. In the experimentally determined structurgraidinium group forms two hydrogen
bonds with two thymine bases (atom O2, residues 8 and 20)eabkéan the predicted geometry the
ligand forms a hydrogen bond with a sugar (aton,@gsidue 9).
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Figure S37: Binding site that correspondsit@ = —14.98 kcal/mol for system 1EEL. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit he RMSD is 106 A. There is
significant overlap between the rings of the predicted améementally determined geometries.
In both structures, an amidinium group forms a hydrogen bwitld a thymine base (atom O2,
residue 8). In the predicted geometry the ligand forms adwyein bond with an adenine base
(atom N3, residue 6), whereas in the experimentally detezthgeometry it forms a hydrogen
bond with a thymine base (atom O2, residue 20).

Figure S38: Binding site that correspond&®,oyest= —16.58 kcal/mol for system 144D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligtkt prhe RMSD is 349 A. There

is some overlap between the predicted and experimentatgrrdaned geometries, but the two
have different hydrogen bonding patterns and are displftoetleach other. In the experimentally
determined structure, there is a hydrogen bond with a thginase (atom O2, residue 20), whereas
in the predicted geometry the ligand forms a hydrogen bortkd avsugar (atom Odresidue 20).
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Figure S39: Binding site that correspondsf@ = —13.61 kcal/mol for system 144D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit he RMSD is 146 A. There is
significant overlap between the predicted and experimigrdatermined geometries, but the two
have different hydrogen bonding patterns. In the expertalgndetermined structure, there is a
hydrogen bond with a thymine base (atom O2, residue 20),edsdn the predicted geometry the
ligand forms a hydrogen bond with a sugar (atom,@Ssidue 6).

Figure S40: Binding site that correspondé\®,qyest= —12.94 kcal/mol for system 102D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light he RMSD is 219 A. There is
some overlap between the predicted and experimentallyrdeted geometries, but the two have
different hydrogen bonding patterns. In the experimeyntdéitermined structure, an amidinium
group forms a hydrogen bond with a thymine base (atom O2jues20) whereas in the predicted
geometry the ligand forms three hydrogen bonds with thregarsu(atoms O4and O3, residues
10, 18, and 20), and a hydrogen bond with a phosphate grougeoxyesidue 8).
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Figure S41: Binding site that correspondsiG = —12.78 kcal/mol for system 102D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligtkt prhe RMSD is 105 A. There
is significant overlap between the predicted and experiatigndetermined geometries, but the
two have different hydrogen bonding patterns. In the expenitally determined structure, an
amidinium group forms a hydrogen bond with a thymine basentaD2, residue 20) whereas in
the predicted geometry the ligand forms two hydrogen boritlstwo sugars (atoms O4esidues
7, 18).

Figure S42: Binding site that corresponda\8owest= —12.28 kcal/mol for system 1PRP. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light he RMSD is 209 A. There is
some overlap between the predicted and experimentallyrdeted geometries, but the two have
different hydrogen bonding patterns. In the experimeyntdéitermined structure, an amidinium
group forms two hydrogen bonds with two adenine bases (at8ymasidues 6 and 17) whereas in
the predicted geometry the ligand forms a hydrogen bond avititosine base (atom O2, residue
9) and a hydrogen bond with a sugar (atond,®&sidue 20).
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Figure S43: Binding site that correspondsft@ = —12.12 kcal/mol for system 1PRP. Carbon
atoms of the ligand at the experimentally determined gennaeé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with light The RMSD is 167 A. There is
some overlap between the predicted and experimentallyrdeted geometries, but the two have
different hydrogen bonding patterns. In the experimeptdditermined structure, an amidinium
group forms two hydrogen bonds with two adenine bases (at8mréséidues 6 and 17) whereas
in the predicted geometry the ligand forms four hydrogendsonith four sugars (atoms O&nd
04, residues 7, 9, 10, and 21).

Figure S44: Binding site that correspond¥G|owest = —10.57 kcal/mol for system 2GB9. Car-
bon atoms of the ligand at the experimentally determinedrgety are shown with light blue,
whereas carbon atoms at the predicted geometry are showtigtit pink. The RMSD is 59 A.
The two geometries overlap, however, the ligand in the ptedigeometry is rotated with respect
to the experimentally determined geometry. In the predigeometry the ligand forms a hydrogen
bond with a sugar (atom O4esidue 2), whereas in the experimentally determined gégyrthe
ligand forms a hydrogen bond with a guanine base (atom OBlue$) on the opposite strand.
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Figure S45: Binding site that correspondsi@ = —10.07 kcal/mol for system 2GB9. Carbon
atoms of the ligand at the experimentally determined gepnaeé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligtit pThe RMSD is 241 A. The
rings of the two geometries overlap significantly. In theexxmentally determined geometry the
ligand forms a hydrogen bond with a guanine base (atom O@lue$), whereas in the predicted
geometry, the ligand forms a hydrogen bond with an oxygemdtom a phosphate group (residue
6), and another one with a guanine base (atom N7, residue 6).
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Figure S46: Binding site that corresponds¥@owest = —20.12 kcal/mol for system 1D32. Car-
bon atoms of the ligand at the experimentally determinedrgety are shown with light blue,
whereas carbon atoms at the predicted geometry are showtigtit pink. The RMSD is 09 A.
The ligand in both geometries occupies the two intercatagites, however, the ligand in the ex-
perimentally determined structure occupies the majoryggpwhereas the ligand in the predicted
geometry occupies the minor groove. In the experimentahgmnined geometry there is a hy-
drogen bond with a guanine base (atom N7, residue 6), anceiprédicted geometry there is a
hydrogen bond with a cytosine base (atom O2, residue 3) aadvidh a guanine base (atom N3,
residue 2).
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Figure S47: Binding site that correspondsiAG = —19.79 kcal/mol for system 1D32. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligiti pThe RMSD is 137 A. The
ligand in both geometries occupies the two intercalatitessand the major groove. In the experi-
mentally determined geometry there is a hydrogen bond wgpilneaine base (atom N7, residue 6),
and in the predicted geometry there is a hydrogen bond wélséime guanine base but different
acceptor atom (atom OG6, residue 6).

S50



Figure S48: Binding site that correspondsiiGigpest = —9.54 kcal/mol for system 334D. Car-
bon atoms of the ligand at the experimentally determinedrgetry are shown with light blue,
whereas carbon atoms at the predicted geometry are showrdig¥it pink. The RMSD is 83

A. There is partial overlap between the experimentally meiieed and the predicted geometry,
however, a significant part of the ligand is not located inrttiror groove. Part of the ligand in
the predicted geometry is in the solvent, adjacent to two Oo¥Asphate groups. The ligand in
the experimentally determined geometry forms forms twabgen bonds with two cytosine bases
(atom O2, residues 16 and 17) and four hydrogen bonds withgtvamine bases (atoms N2 and
N3, residues 14 and 15). The ligand in the predicted geonf@tmys two hydrogen bonds with two
guanine bases (atom N2, residues 4 and 5), two hydrogen botidsvo cytosine bases (atom O2,
residues 16 and 17), a hydrogen bond with a sugar (atomré&sdue 16) and a hydrogen bond
with a phosphate group oxygen (residue 17).
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Figure S49: Binding site that correspond#\® = —9.23 kcal/mol for system 334D. Carbon atoms
of the ligand at the experimentally determined geometryghosvn with light blue, whereas carbon
atoms at the predicted geometry are shown with light pinle RMSD is 511 A. There is partial
overlap between the experimentally determined and thagisetigeometry, however, a significant
part of the ligand is not located in the minor groove. Parhefligand in the predicted geometry is
in the solvent, adjacent to a DNA phosphate group. The ligarnkde experimentally determined
geometry forms forms two hydrogen bonds with two cytosirgelsgatom 02, residues 16 and 17)
and four hydrogen bonds with two guanine bases (atoms N2 &padsidues 14 and 15). The
ligand in the predicted geometry forms two hydrogen bonds wio guanine bases (atom N2,
residues 14 and 15), two hydrogen bonds with two sugars (@&8nresidues 7 and 16), and an
amidinium group forms two hydrogen bonds with a phosphategoxygen (residue 8).
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Figure S50: Binding site that correspond\¥G|owest= —13.95 kcal/mol for system 2DND. Car-
bon atoms of the ligand at the experimentally determinedrg#xy are shown with light blue,
whereas carbon atoms at the predicted geometry are shoWwrigtit pink. The RMSD is 121

A. The two ligands are both in the minor groove but in veryefiént sites, with different hydrogen
bonding patters. The ligand in the experimentally deteedistructure has a hydrogen bond with
an adenine base (atom N3, residue 18), whereas the ligand predicted geometry has six hydro-
gen bonds. A hydrogen bond is formed with a thymine base (&@&nresidue 7), three hydrogen
bonds are formed with sugars (atom’Q#sidues 16,17,18), and two hydrogen bonds are formed
with two guanine bases (atom N2, residues 10, 14).
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Figure S51: Binding site that correspondsii@ = —12.97 kcal/mol for system 2DND. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligtit pThe RMSD is 294 A. The
two ligands have some overlap and different hydrogen bangatters. The ligand in the ex-
perimentally determined structure has a hydrogen bond avitadenine base (atom N3, residue
18), whereas the ligand in the predicted geometry has twoolggth bonds. A hydrogen bond is
formed with a thymine base (atom O2, residue 21), and andty@nogen bond is formed with a
sugar (atom O3residue 6).
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Figure S52: Binding site that correspondd\®,yest= —11.78 kcal/mol for system 182D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit The RMSD is 167 A. The two
ligands occupy the same intercalation site in the sametatien. The ligand in both geometries
forms a hydrogen bond with a guanine base (atom N2, residue tBe minor groove, and the
ligand in the predicted geometry forms an additional hydrogond with the same guanine base
from the major groove (atom N7, residue 8).
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Figure S53: Binding site that correspond&®,qyest= —12.58 kcal/mol for system 473D. Carbon
atoms of the ligand at the experimentally determined gepnaeé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit he RMSD is 544 A. The two
ligands occupy the same minor groove site but with very bffié hydrogen bonding patterns. The
ligand in the experimentally determined structure has tydréigen bonds with two adenine bases
(atom N3, residues 16 and 18), and three hydrogen bonds witle thymine bases (atom O2,
residues 15, 17, 3). In contrast the ligand in the predictmhgetry forms a hydrogen bond with

an adenine base (atom N3, residue 8), with a thymine base @& residue 5), two hydrogen
bonds with two sugars (atom Q4esidues 7 and 9), and a hydrogen bond with a phosphate group
oxygen (residue 6).
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Figure S54: Binding site that corresponds@ = —11.28 kcal/mol for system 473D. Carbon
atoms of the ligand at the experimentally determined gegnagé shown with light blue, whereas
carbon atoms at the predicted geometry are shown with ligit pThe RMSD is 197 A. The
two ligands occupy the same minor groove site and have someoo hydrogen bonding patters.
The ligand in the experimentally determined structure hashydrogen bonds with two adenine
bases (atom N3, residues 16 and 18), and three hydrogen athdghree thymine bases (atom
02, residues 15, 17, 3). The ligand in the predicted geonfietnys two hydrogen bonds with two
thymine bases (atom O2, residues 15 and 17), and three lerdimnds with two sugars (atoms
04 and O3, residues 16 and 19).
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Table S32: DNA molecule residues and atoms that have hydrbgads with the ligand in the
experimentally determined geometry and a predicted geymath a relatively low RMSD value
(other than theAGiowest geometry). DNA atoms that participate in a hydrogen bondh e
ligand in both the predicted and the experimentally deteethiigeometry are shown in italics. If
in addition, the hydrogen bond includes the same ligand ak@m the DNA atoms are shown in
bold. Ade: adenine, thy: thymine, gua: guanine, cyt: cytesdRib:deoxyribose, P: phosphate
group.

Experimental Geometry Predicted GeometnAGowes?)

PDB ID | Residue Unit Atom(s)| Residue Unit Atom(s) Residue Unit Atom(s) RMSD
4 Gua 06 4 Gua 06

44D | 95 Gua 06 12 Gua 06 0.98
6 Ade N3 20 Thy 02 19 P O

1D30 7 Thy 02 19  Thy 02 0.87
9 Gua N3 9 Gua N3 18 Thy 02

432D 16 Ade N3 16 Ade N3 0.53
17 Thy 02 17 Thy 02

127D 6 Ade N3 0.57
6 Ade N3 19 P O

128D 17 Ade N3 19 Thy 02 217
18 Ade N3 18 Ade N3 10 Gua N3

264D 7 Thy 02 7 Thy 02 0.73
19 Thy 02 19 Thy 02 9 Cyt 02

2B3E 20 Thy 02 20 Thy 02 0.70

2DBE 18 Ade N3 20 Thy 02 1.02
6 Ade N3 6 Ade N3

1D63 8 Thy 02 9 dRib 04 0.73
20 Thy 02 19 dRib 04
8 Thy 02 8 Thy 02

1EEL 20 Thy 02 6 Ade N3 1.06

144D 20 Thy 02 6 dRib 03 1.46

102D 20 Thy 02 7 dRib 04 18 dRib 04 1.05
6 Ade N3 7 dRib 04 10 dRib 04

IPRP 117 Ade N3 9 drb 03 21 drb o4 | LO7

2GB9 6 Gua 06 6 Gua N7 6 P O 241

1D32 6 Gua N7 6 Gua 06 1.37
16 Cyt 02 7 dRib 03 8 P O
17 Cyt 02 16 dRib 03 8 P @]

334D 14 Gua N2-HN3 14 Gua N2-H 11
15 Gua N2-H,N3 15 Gua N2-H

2DND 18 Ade N3 21 Thy 02 6 dRib 03 2.94
16 Ade N3 19 dRib 04
18 Ade N3 19 dRib 03

473D 3 Thy 02 16 dRib 04 197
15 Thy 02 15 Thy 02
17 Thy 02 17 Thy 02
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