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Coordinates of base pairs calculated in this study:

AAl

N -1.83065 -1.08014 0.06400
C -2.81989 -1.98790 0.07725
N -4.13335 -1.79201 0.05004
C -4.42555 -0.48539 0.00349
C -3.52166 0.56912 -0.01523
C -2.15225 0.22664 0.01821
N -4.17083 1.78843 -0.06498
C -5.43780 1.47064 -0.07578
N -5.65977 0.11371 -0.03604
N -1.18558 1.15756 0.00702
H -2.49574 -3.02490 0.11532
H -6.25583 2.17632 -0.11201
H -6.54834 -0.36112 -0.03577
H -1.45544 2.12605 -0.04399
H -0.19861 0.89779 0.02139
N 5.20640 1.06000 -0.00617
C 5.63651 -0.20951 -0.05740
N 4.91625 -1.32755 -0.07622
C 3.60639 -1.06503 -0.03852
C 3.00911 0.19054 0.01162
C 3.88770 1.28956 0.02819
N 1.63001 0.07938 0.04173
C 1.40450 -1.21134 0.01071
N 2.55664 -1.95124 -0.03833
N 3.45156 2.57030 0.05940
H 6.71527 -0.33386 -0.08489
H 0.40936 -1.64438 0.02185
H 2.63078 -2.95560 -0.06953
H 2.47921 2.76544 0.22533
H 4.13237 3.30140 0.18397
AA2

N 4.90766 -1.31067 -0.43343
C 5.67951 -0.20317 -0.16876
H 6.75815 -0.23860 -0.23045
N 4.98076 0.85229 0.15308
C 3.67129 0.41309 0.09432
C 2.44257 1.05232 0.33596
N 2.36035 2.36056 0.67800
H 3.20731 2.84866 0.92140
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.00003
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.29024
.44001
.57957
.81635
.62156
.18687
.12185
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.22626
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.94508
.75108
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.94474
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.66707
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.51107
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.41765
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. 78542
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.54708
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.14864
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.00006
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. 24977
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.42374
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.58430
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.88616
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.68745
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.12453
.20403
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.03592
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.12885
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.56548
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.35994
.02138
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.35980
.65322
.32078
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.42266
.80185
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.33143
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.03744
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.25209
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.58818
.83169
.58380
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.31995
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.28110
.32896
.98023
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.95854
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.47943
.56435
.92092
.06837
.10895
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.47938
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.62433
. 73249
.94747
.01759
.26296
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.51547
.55624
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.47646
. 72954
.58208
.91212
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.43432
.41183
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.34270
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.01132
.03122
.34738
.11810
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.13708
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.04573
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.08708
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.01286
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.63306
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.48660
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.14993
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.10360
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.18841
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.03669
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.05598
.10302
.02135
.04009
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.07254
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.54338
.19576
.56288
.65207
.21068
.25570
.33311
.53059
.97988
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.53731
.79791
.36116
.57966
.92729
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.49861
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. 78722
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.02633
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. 79149
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.14215
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.19739
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.02282
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. 70594
.76060
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.40959
.43854
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.36702
.12314
.30911
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.00315
.01269
.02225
.01547
.02865
.00164
.00296
.01557
.02687
.01980
.03703

.56453
.40267
.57011
.03735
.04114
.38287
.70508
.30221
.55303
.03047
.00570
.01529
.38874
.33110
.28374
.87737
. 74039
.35882
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.82343
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.67659
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.03416
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.8b6853
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.25734
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.49533
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.05854
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.22685
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.13765
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.15155
.16250
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.21261
.31405
.00760
.43182
.63027
.90446
.37996
.28107
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.90330
.54860
77735
.40503
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.94122
.71812
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.50309
.85704
.26845
.56047
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.85087
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.83525
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.79608
47778
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.00330
.005622
.00311
.00497
.00050
.00059
.00178
.00147
.00198
.00144
.00272
.00149
.00073
.00058
.00130
.00254
.00329
.00278
.00467
.00049
.00129
.00042
.00229
.00337
.00290
.00426
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.00035
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.00030
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.57005
.04739
.94342
.48893
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.84748
.46778
.556867
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.15140
.96591

.9b6115
.07852
.04747
.93094
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.56437
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.02555
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.73351
.03560
.61167
.68809
.77236
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.43115
.77441
.42955
.856672
.82407
.30550
.51381
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.64905
.28345
.28369
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.66078
. 76035
.48443
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.26579
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.83477
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. 73667
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.39857
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.53689
.42424
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.83314
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.03460
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.65896

23

O O O O O O O O O

|
o O

.00012
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.00035
.00065
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.88408
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.47780
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.01817
.21744
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. 72026
.70790
.51321
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.45825
.04220
.84090
.90839
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.16659
.23183
.92281
.97320
.87728
.31123
.14570
.11402
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.97816
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.86564
.05901
.11563
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.50060
.11033
.25760
.13064
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.07084
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.14352

.83932
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.19443
.20634
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.99077
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.62081
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.26814
.29107
.48547
.57476
.01472
.26516
.51762
.18018
.86128
.25855
.58930
.13324
.50343
.43263
.12470
.15094
.18181
.51055
.48039
.50670
.19659
.17902
.39903
.09105
.01628
.45090
. 76409
.685621

.62345
.54545
. 77566
.17271
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.38031
.67294
.38312
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.09807
.18870
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.16845
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.98021
.63267
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.66312
.64793
.39771
. 71077
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.05802
.42340
.63969
.65044
.15681
.27921
.69207
.59986

.04942
.31028
.36081
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.56537
.63518
.10836
.10879
.94797
.97647
.77510
.80136
.77169
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.04966
.31023
.36070
.32849
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.63458
.10941
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.94786
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.38876
.12048
.02413
.86061
.11372
.34760
.16116
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.67669
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.14495
.19257
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.27905
.31826
.13700

.13750
.21168
.48161
.13584
.61533
.83978
.08030
.08017
.65413
.41002
. 71907
.06108
.67477
.87308
.81358
.13724
.21198
.48217
.13594
.61547
.84011
.08008
.08051
.65396
.40966
.71930
.06151
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. 94859
.04392
.32087
.58345
.36545
. 76479
.011556
.63317
.04275
.00330
.00991
.34189
.58094
.37264
.67001
.10342

.00140
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.00210
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.00204
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.00042
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.00094
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.00112
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.00043



ToOQIE@m=Z=o0oar@- Q= oooaamn=oa@n oD oD aoaam Q=

UU1

o@D =00 Q=
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.04678
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.63355
.70372
. 72933
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. 75821
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.48418
.49863
.40245
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.03252
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.71214
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.67478
.87313
.81318

.89924
.47015
.85414
.28087
77741
.11761
.18917
.19010
.65026
.29512
. 73352
.18072
.57412
. 78704
.48911
.49641
.86771
.24913
.66993
. 74729
.07239
. 72096
.31538
. 75907
.16049
.37238
.09665

.95610
.65307
. 73241
.03228
.41952
.11286
.03788
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.03416
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.00060
.00090
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.00247
.00421
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.00061
.00145
.88031
.87646
.00187
.00369
.00164
.00286
.00107
.00161
.00438
.00282
.00255
.00446
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.00249
.00479
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.00179
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.00183
.00033
.00053
.00059
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.02881
.81606
.30682
.24822
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.05273
. 75439
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.29744
.01540
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.60848
.64995
.88193

.13730
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. 71542
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.21487
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.43307
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.23527
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.45796
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.00152
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.00097
.00032
.00038
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.00020
.00090
.00133
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.00097
.00038
.00040
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.00079
.00021
.00058
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.00034
.00054
.00094
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.00047
.00035
.00040
.00052
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.00033
.00034
.00023
.00047
.00099
.00052
.00028
.00056
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.69359
.83439
.13027
.30725
.49591
.T4127
.55943
.72414
. 79965
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.55943
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.650562
.69885
. 72584
.63074
.03261
.01463
.15078
.49862
.02538
.63075
. 72585
.03260
.01463
.49861
.15078
.17658
.650562
.57875
.69885
.02538
.84683
. 84682
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.00040
.00012
.00009
.00017
.00013
.00024
.00000
.00000
.00019
.00010
.00009
.00006
.00004
.00008
.00002
.00002
.00002
.00001
.00006
.00006
.00009
.00031



