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Cartesian coordinates of the parallel dimers.
30
adenine dimer 1
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      2.900000
  C            0.460844      1.288246      2.900000
  N            1.759578      0.972543      2.900000
  C            2.107363     -0.329661      2.900000
  N            1.316357     -1.404115      2.900000
  C            0.027299     -1.048489      2.900000
  C           -0.486565      0.249767      2.900000
  N           -1.862783      0.255430      2.900000
  C           -2.176005     -1.030205      2.900000
  N           -1.085124     -1.855826      2.900000
  H            3.172571     -0.522367      2.900000
  H           -3.181128     -1.419331      2.900000
  H           -1.085122     -2.863359      2.900000
  H            0.807093      3.296715      2.900000
  H           -0.876946      2.835639      2.900000
30
adenine dimer 2
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.000000
  C            0.460844      1.288246      3.000000
  N            1.759578      0.972543      3.000000
  C            2.107363     -0.329661      3.000000
  N            1.316357     -1.404115      3.000000
  C            0.027299     -1.048489      3.000000
  C           -0.486565      0.249767      3.000000
  N           -1.862783      0.255430      3.000000
  C           -2.176005     -1.030205      3.000000
  N           -1.085124     -1.855826      3.000000
  H            3.172571     -0.522367      3.000000
  H           -3.181128     -1.419331      3.000000
  H           -1.085122     -2.863359      3.000000
  H            0.807093      3.296715      3.000000
  H           -0.876946      2.835639      3.000000
30
adenine dimer 3
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.100000
  C            0.460844      1.288246      3.100000
  N            1.759578      0.972543      3.100000
  C            2.107363     -0.329661      3.100000
  N            1.316357     -1.404115      3.100000
  C            0.027299     -1.048489      3.100000
  C           -0.486565      0.249767      3.100000
  N           -1.862783      0.255430      3.100000
  C           -2.176005     -1.030205      3.100000
  N           -1.085124     -1.855826      3.100000
  H            3.172571     -0.522367      3.100000
  H           -3.181128     -1.419331      3.100000
  H           -1.085122     -2.863359      3.100000
  H            0.807093      3.296715      3.100000
  H           -0.876946      2.835639      3.100000
30
adenine dimer 4
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.200000
  C            0.460844      1.288246      3.200000
  N            1.759578      0.972543      3.200000
  C            2.107363     -0.329661      3.200000
  N            1.316357     -1.404115      3.200000
  C            0.027299     -1.048489      3.200000
  C           -0.486565      0.249767      3.200000
  N           -1.862783      0.255430      3.200000
  C           -2.176005     -1.030205      3.200000
  N           -1.085124     -1.855826      3.200000
  H            3.172571     -0.522367      3.200000
  H           -3.181128     -1.419331      3.200000
  H           -1.085122     -2.863359      3.200000
  H            0.807093      3.296715      3.200000
  H           -0.876946      2.835639      3.200000
30
adenine dimer 5
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.299999
  C            0.460844      1.288246      3.299999
  N            1.759578      0.972543      3.299999
  C            2.107363     -0.329661      3.299999
  N            1.316357     -1.404115      3.299999
  C            0.027299     -1.048489      3.299999
  C           -0.486565      0.249767      3.299999
  N           -1.862783      0.255430      3.299999
  C           -2.176005     -1.030205      3.299999
  N           -1.085124     -1.855826      3.299999
  H            3.172571     -0.522367      3.299999
  H           -3.181128     -1.419331      3.299999
  H           -1.085122     -2.863359      3.299999
  H            0.807093      3.296715      3.299999
  H           -0.876946      2.835639      3.299999
30
adenine dimer 6
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.399999
  C            0.460844      1.288246      3.399999
  N            1.759578      0.972543      3.399999
  C            2.107363     -0.329661      3.399999
  N            1.316357     -1.404115      3.399999
  C            0.027299     -1.048489      3.399999
  C           -0.486565      0.249767      3.399999
  N           -1.862783      0.255430      3.399999
  C           -2.176005     -1.030205      3.399999
  N           -1.085124     -1.855826      3.399999
  H            3.172571     -0.522367      3.399999
  H           -3.181128     -1.419331      3.399999
  H           -1.085122     -2.863359      3.399999
  H            0.807093      3.296715      3.399999
  H           -0.876946      2.835639      3.399999
30
adenine dimer 7
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.499999
  C            0.460844      1.288246      3.499999
  N            1.759578      0.972543      3.499999
  C            2.107363     -0.329661      3.499999
  N            1.316357     -1.404115      3.499999
  C            0.027299     -1.048489      3.499999
  C           -0.486565      0.249767      3.499999
  N           -1.862783      0.255430      3.499999
  C           -2.176005     -1.030205      3.499999
  N           -1.085124     -1.855826      3.499999
  H            3.172571     -0.522367      3.499999
  H           -3.181128     -1.419331      3.499999
  H           -1.085122     -2.863359      3.499999
  H            0.807093      3.296715      3.499999
  H           -0.876946      2.835639      3.499999
30
adenine dimer 8
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.599999
  C            0.460844      1.288246      3.599999
  N            1.759578      0.972543      3.599999
  C            2.107363     -0.329661      3.599999
  N            1.316357     -1.404115      3.599999
  C            0.027299     -1.048489      3.599999
  C           -0.486565      0.249767      3.599999
  N           -1.862783      0.255430      3.599999
  C           -2.176005     -1.030205      3.599999
  N           -1.085124     -1.855826      3.599999
  H            3.172571     -0.522367      3.599999
  H           -3.181128     -1.419331      3.599999
  H           -1.085122     -2.863359      3.599999
  H            0.807093      3.296715      3.599999
  H           -0.876946      2.835639      3.599999
30
adenine dimer 9
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.699999
  C            0.460844      1.288246      3.699999
  N            1.759578      0.972543      3.699999
  C            2.107363     -0.329661      3.699999
  N            1.316357     -1.404115      3.699999
  C            0.027299     -1.048489      3.699999
  C           -0.486565      0.249767      3.699999
  N           -1.862783      0.255430      3.699999
  C           -2.176005     -1.030205      3.699999
  N           -1.085124     -1.855826      3.699999
  H            3.172571     -0.522367      3.699999
  H           -3.181128     -1.419331      3.699999
  H           -1.085122     -2.863359      3.699999
  H            0.807093      3.296715      3.699999
  H           -0.876946      2.835639      3.699999
30
adenine dimer 10
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.799999
  C            0.460844      1.288246      3.799999
  N            1.759578      0.972543      3.799999
  C            2.107363     -0.329661      3.799999
  N            1.316357     -1.404115      3.799999
  C            0.027299     -1.048489      3.799999
  C           -0.486565      0.249767      3.799999
  N           -1.862783      0.255430      3.799999
  C           -2.176005     -1.030205      3.799999
  N           -1.085124     -1.855826      3.799999
  H            3.172571     -0.522367      3.799999
  H           -3.181128     -1.419331      3.799999
  H           -1.085122     -2.863359      3.799999
  H            0.807093      3.296715      3.799999
  H           -0.876946      2.835639      3.799999
30
adenine dimer 11
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.899999
  C            0.460844      1.288246      3.899999
  N            1.759578      0.972543      3.899999
  C            2.107363     -0.329661      3.899999
  N            1.316357     -1.404115      3.899999
  C            0.027299     -1.048489      3.899999
  C           -0.486565      0.249767      3.899999
  N           -1.862783      0.255430      3.899999
  C           -2.176005     -1.030205      3.899999
  N           -1.085124     -1.855826      3.899999
  H            3.172571     -0.522367      3.899999
  H           -3.181128     -1.419331      3.899999
  H           -1.085122     -2.863359      3.899999
  H            0.807093      3.296715      3.899999
  H           -0.876946      2.835639      3.899999
30
adenine dimer 12
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      2.588361      3.999999
  C            0.460844      1.288246      3.999999
  N            1.759578      0.972543      3.999999
  C            2.107363     -0.329661      3.999999
  N            1.316357     -1.404115      3.999999
  C            0.027299     -1.048489      3.999999
  C           -0.486565      0.249767      3.999999
  N           -1.862783      0.255430      3.999999
  C           -2.176005     -1.030205      3.999999
  N           -1.085124     -1.855826      3.999999
  H            3.172571     -0.522367      3.999999
  H           -3.181128     -1.419331      3.999999
  H           -1.085122     -2.863359      3.999999
  H            0.807093      3.296715      3.999999
  H           -0.876946      2.835639      3.999999
30
adenine dimer 13
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      2.900000
  C            1.960844      1.288246      2.900000
  N            3.259578      0.972543      2.900000
  C            3.607363     -0.329661      2.900000
  N            2.816357     -1.404115      2.900000
  C            1.527299     -1.048489      2.900000
  C            1.013435      0.249767      2.900000
  N           -0.362783      0.255430      2.900000
  C           -0.676005     -1.030205      2.900000
  N            0.414876     -1.855826      2.900000
  H            4.672571     -0.522367      2.900000
  H           -1.681128     -1.419331      2.900000
  H            0.414878     -2.863359      2.900000
  H            2.307093      3.296715      2.900000
  H            0.623054      2.835639      2.900000
30
adenine dimer 14
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.000000
  C            1.960844      1.288246      3.000000
  N            3.259578      0.972543      3.000000
  C            3.607363     -0.329661      3.000000
  N            2.816357     -1.404115      3.000000
  C            1.527299     -1.048489      3.000000
  C            1.013435      0.249767      3.000000
  N           -0.362783      0.255430      3.000000
  C           -0.676005     -1.030205      3.000000
  N            0.414876     -1.855826      3.000000
  H            4.672571     -0.522367      3.000000
  H           -1.681128     -1.419331      3.000000
  H            0.414878     -2.863359      3.000000
  H            2.307093      3.296715      3.000000
  H            0.623054      2.835639      3.000000
30
adenine dimer 15
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.100000
  C            1.960844      1.288246      3.100000
  N            3.259578      0.972543      3.100000
  C            3.607363     -0.329661      3.100000
  N            2.816357     -1.404115      3.100000
  C            1.527299     -1.048489      3.100000
  C            1.013435      0.249767      3.100000
  N           -0.362783      0.255430      3.100000
  C           -0.676005     -1.030205      3.100000
  N            0.414876     -1.855826      3.100000
  H            4.672571     -0.522367      3.100000
  H           -1.681128     -1.419331      3.100000
  H            0.414878     -2.863359      3.100000
  H            2.307093      3.296715      3.100000
  H            0.623054      2.835639      3.100000
30
adenine dimer 16
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.200000
  C            1.960844      1.288246      3.200000
  N            3.259578      0.972543      3.200000
  C            3.607363     -0.329661      3.200000
  N            2.816357     -1.404115      3.200000
  C            1.527299     -1.048489      3.200000
  C            1.013435      0.249767      3.200000
  N           -0.362783      0.255430      3.200000
  C           -0.676005     -1.030205      3.200000
  N            0.414876     -1.855826      3.200000
  H            4.672571     -0.522367      3.200000
  H           -1.681128     -1.419331      3.200000
  H            0.414878     -2.863359      3.200000
  H            2.307093      3.296715      3.200000
  H            0.623054      2.835639      3.200000
30
adenine dimer 17
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.299999
  C            1.960844      1.288246      3.299999
  N            3.259578      0.972543      3.299999
  C            3.607363     -0.329661      3.299999
  N            2.816357     -1.404115      3.299999
  C            1.527299     -1.048489      3.299999
  C            1.013435      0.249767      3.299999
  N           -0.362783      0.255430      3.299999
  C           -0.676005     -1.030205      3.299999
  N            0.414876     -1.855826      3.299999
  H            4.672571     -0.522367      3.299999
  H           -1.681128     -1.419331      3.299999
  H            0.414878     -2.863359      3.299999
  H            2.307093      3.296715      3.299999
  H            0.623054      2.835639      3.299999
30
adenine dimer 18
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.399999
  C            1.960844      1.288246      3.399999
  N            3.259578      0.972543      3.399999
  C            3.607363     -0.329661      3.399999
  N            2.816357     -1.404115      3.399999
  C            1.527299     -1.048489      3.399999
  C            1.013435      0.249767      3.399999
  N           -0.362783      0.255430      3.399999
  C           -0.676005     -1.030205      3.399999
  N            0.414876     -1.855826      3.399999
  H            4.672571     -0.522367      3.399999
  H           -1.681128     -1.419331      3.399999
  H            0.414878     -2.863359      3.399999
  H            2.307093      3.296715      3.399999
  H            0.623054      2.835639      3.399999
30
adenine dimer 19
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.499999
  C            1.960844      1.288246      3.499999
  N            3.259578      0.972543      3.499999
  C            3.607363     -0.329661      3.499999
  N            2.816357     -1.404115      3.499999
  C            1.527299     -1.048489      3.499999
  C            1.013435      0.249767      3.499999
  N           -0.362783      0.255430      3.499999
  C           -0.676005     -1.030205      3.499999
  N            0.414876     -1.855826      3.499999
  H            4.672571     -0.522367      3.499999
  H           -1.681128     -1.419331      3.499999
  H            0.414878     -2.863359      3.499999
  H            2.307093      3.296715      3.499999
  H            0.623054      2.835639      3.499999
30
adenine dimer 20
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.599999
  C            1.960844      1.288246      3.599999
  N            3.259578      0.972543      3.599999
  C            3.607363     -0.329661      3.599999
  N            2.816357     -1.404115      3.599999
  C            1.527299     -1.048489      3.599999
  C            1.013435      0.249767      3.599999
  N           -0.362783      0.255430      3.599999
  C           -0.676005     -1.030205      3.599999
  N            0.414876     -1.855826      3.599999
  H            4.672571     -0.522367      3.599999
  H           -1.681128     -1.419331      3.599999
  H            0.414878     -2.863359      3.599999
  H            2.307093      3.296715      3.599999
  H            0.623054      2.835639      3.599999
30
adenine dimer 21
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.699999
  C            1.960844      1.288246      3.699999
  N            3.259578      0.972543      3.699999
  C            3.607363     -0.329661      3.699999
  N            2.816357     -1.404115      3.699999
  C            1.527299     -1.048489      3.699999
  C            1.013435      0.249767      3.699999
  N           -0.362783      0.255430      3.699999
  C           -0.676005     -1.030205      3.699999
  N            0.414876     -1.855826      3.699999
  H            4.672571     -0.522367      3.699999
  H           -1.681128     -1.419331      3.699999
  H            0.414878     -2.863359      3.699999
  H            2.307093      3.296715      3.699999
  H            0.623054      2.835639      3.699999
30
adenine dimer 22
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.799999
  C            1.960844      1.288246      3.799999
  N            3.259578      0.972543      3.799999
  C            3.607363     -0.329661      3.799999
  N            2.816357     -1.404115      3.799999
  C            1.527299     -1.048489      3.799999
  C            1.013435      0.249767      3.799999
  N           -0.362783      0.255430      3.799999
  C           -0.676005     -1.030205      3.799999
  N            0.414876     -1.855826      3.799999
  H            4.672571     -0.522367      3.799999
  H           -1.681128     -1.419331      3.799999
  H            0.414878     -2.863359      3.799999
  H            2.307093      3.296715      3.799999
  H            0.623054      2.835639      3.799999
30
adenine dimer 23
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.899999
  C            1.960844      1.288246      3.899999
  N            3.259578      0.972543      3.899999
  C            3.607363     -0.329661      3.899999
  N            2.816357     -1.404115      3.899999
  C            1.527299     -1.048489      3.899999
  C            1.013435      0.249767      3.899999
  N           -0.362783      0.255430      3.899999
  C           -0.676005     -1.030205      3.899999
  N            0.414876     -1.855826      3.899999
  H            4.672571     -0.522367      3.899999
  H           -1.681128     -1.419331      3.899999
  H            0.414878     -2.863359      3.899999
  H            2.307093      3.296715      3.899999
  H            0.623054      2.835639      3.899999
30
adenine dimer 24
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.595672      2.588361      3.999999
  C            1.960844      1.288246      3.999999
  N            3.259578      0.972543      3.999999
  C            3.607363     -0.329661      3.999999
  N            2.816357     -1.404115      3.999999
  C            1.527299     -1.048489      3.999999
  C            1.013435      0.249767      3.999999
  N           -0.362783      0.255430      3.999999
  C           -0.676005     -1.030205      3.999999
  N            0.414876     -1.855826      3.999999
  H            4.672571     -0.522367      3.999999
  H           -1.681128     -1.419331      3.999999
  H            0.414878     -2.863359      3.999999
  H            2.307093      3.296715      3.999999
  H            0.623054      2.835639      3.999999
30
adenine dimer 25
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      2.900000
  C            0.460844      2.788246      2.900000
  N            1.759578      2.472543      2.900000
  C            2.107363      1.170339      2.900000
  N            1.316357      0.095885      2.900000
  C            0.027299      0.451511      2.900000
  C           -0.486565      1.749767      2.900000
  N           -1.862783      1.755430      2.900000
  C           -2.176005      0.469795      2.900000
  N           -1.085124     -0.355826      2.900000
  H            3.172571      0.977633      2.900000
  H           -3.181128      0.080669      2.900000
  H           -1.085122     -1.363359      2.900000
  H            0.807093      4.796716      2.900000
  H           -0.876946      4.335639      2.900000
30
adenine dimer 26
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.000000
  C            0.460844      2.788246      3.000000
  N            1.759578      2.472543      3.000000
  C            2.107363      1.170339      3.000000
  N            1.316357      0.095885      3.000000
  C            0.027299      0.451511      3.000000
  C           -0.486565      1.749767      3.000000
  N           -1.862783      1.755430      3.000000
  C           -2.176005      0.469795      3.000000
  N           -1.085124     -0.355826      3.000000
  H            3.172571      0.977633      3.000000
  H           -3.181128      0.080669      3.000000
  H           -1.085122     -1.363359      3.000000
  H            0.807093      4.796716      3.000000
  H           -0.876946      4.335639      3.000000
30
adenine dimer 27
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.100000
  C            0.460844      2.788246      3.100000
  N            1.759578      2.472543      3.100000
  C            2.107363      1.170339      3.100000
  N            1.316357      0.095885      3.100000
  C            0.027299      0.451511      3.100000
  C           -0.486565      1.749767      3.100000
  N           -1.862783      1.755430      3.100000
  C           -2.176005      0.469795      3.100000
  N           -1.085124     -0.355826      3.100000
  H            3.172571      0.977633      3.100000
  H           -3.181128      0.080669      3.100000
  H           -1.085122     -1.363359      3.100000
  H            0.807093      4.796716      3.100000
  H           -0.876946      4.335639      3.100000
30
adenine dimer 28
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.200000
  C            0.460844      2.788246      3.200000
  N            1.759578      2.472543      3.200000
  C            2.107363      1.170339      3.200000
  N            1.316357      0.095885      3.200000
  C            0.027299      0.451511      3.200000
  C           -0.486565      1.749767      3.200000
  N           -1.862783      1.755430      3.200000
  C           -2.176005      0.469795      3.200000
  N           -1.085124     -0.355826      3.200000
  H            3.172571      0.977633      3.200000
  H           -3.181128      0.080669      3.200000
  H           -1.085122     -1.363359      3.200000
  H            0.807093      4.796716      3.200000
  H           -0.876946      4.335639      3.200000
30
adenine dimer 29
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.299999
  C            0.460844      2.788246      3.299999
  N            1.759578      2.472543      3.299999
  C            2.107363      1.170339      3.299999
  N            1.316357      0.095885      3.299999
  C            0.027299      0.451511      3.299999
  C           -0.486565      1.749767      3.299999
  N           -1.862783      1.755430      3.299999
  C           -2.176005      0.469795      3.299999
  N           -1.085124     -0.355826      3.299999
  H            3.172571      0.977633      3.299999
  H           -3.181128      0.080669      3.299999
  H           -1.085122     -1.363359      3.299999
  H            0.807093      4.796716      3.299999
  H           -0.876946      4.335639      3.299999
30
adenine dimer 30
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.399999
  C            0.460844      2.788246      3.399999
  N            1.759578      2.472543      3.399999
  C            2.107363      1.170339      3.399999
  N            1.316357      0.095885      3.399999
  C            0.027299      0.451511      3.399999
  C           -0.486565      1.749767      3.399999
  N           -1.862783      1.755430      3.399999
  C           -2.176005      0.469795      3.399999
  N           -1.085124     -0.355826      3.399999
  H            3.172571      0.977633      3.399999
  H           -3.181128      0.080669      3.399999
  H           -1.085122     -1.363359      3.399999
  H            0.807093      4.796716      3.399999
  H           -0.876946      4.335639      3.399999
30
adenine dimer 31
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.499999
  C            0.460844      2.788246      3.499999
  N            1.759578      2.472543      3.499999
  C            2.107363      1.170339      3.499999
  N            1.316357      0.095885      3.499999
  C            0.027299      0.451511      3.499999
  C           -0.486565      1.749767      3.499999
  N           -1.862783      1.755430      3.499999
  C           -2.176005      0.469795      3.499999
  N           -1.085124     -0.355826      3.499999
  H            3.172571      0.977633      3.499999
  H           -3.181128      0.080669      3.499999
  H           -1.085122     -1.363359      3.499999
  H            0.807093      4.796716      3.499999
  H           -0.876946      4.335639      3.499999
30
adenine dimer 32
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.599999
  C            0.460844      2.788246      3.599999
  N            1.759578      2.472543      3.599999
  C            2.107363      1.170339      3.599999
  N            1.316357      0.095885      3.599999
  C            0.027299      0.451511      3.599999
  C           -0.486565      1.749767      3.599999
  N           -1.862783      1.755430      3.599999
  C           -2.176005      0.469795      3.599999
  N           -1.085124     -0.355826      3.599999
  H            3.172571      0.977633      3.599999
  H           -3.181128      0.080669      3.599999
  H           -1.085122     -1.363359      3.599999
  H            0.807093      4.796716      3.599999
  H           -0.876946      4.335639      3.599999
30
adenine dimer 33
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.699999
  C            0.460844      2.788246      3.699999
  N            1.759578      2.472543      3.699999
  C            2.107363      1.170339      3.699999
  N            1.316357      0.095885      3.699999
  C            0.027299      0.451511      3.699999
  C           -0.486565      1.749767      3.699999
  N           -1.862783      1.755430      3.699999
  C           -2.176005      0.469795      3.699999
  N           -1.085124     -0.355826      3.699999
  H            3.172571      0.977633      3.699999
  H           -3.181128      0.080669      3.699999
  H           -1.085122     -1.363359      3.699999
  H            0.807093      4.796716      3.699999
  H           -0.876946      4.335639      3.699999
30
adenine dimer 34
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.799999
  C            0.460844      2.788246      3.799999
  N            1.759578      2.472543      3.799999
  C            2.107363      1.170339      3.799999
  N            1.316357      0.095885      3.799999
  C            0.027299      0.451511      3.799999
  C           -0.486565      1.749767      3.799999
  N           -1.862783      1.755430      3.799999
  C           -2.176005      0.469795      3.799999
  N           -1.085124     -0.355826      3.799999
  H            3.172571      0.977633      3.799999
  H           -3.181128      0.080669      3.799999
  H           -1.085122     -1.363359      3.799999
  H            0.807093      4.796716      3.799999
  H           -0.876946      4.335639      3.799999
30
adenine dimer 35
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.899999
  C            0.460844      2.788246      3.899999
  N            1.759578      2.472543      3.899999
  C            2.107363      1.170339      3.899999
  N            1.316357      0.095885      3.899999
  C            0.027299      0.451511      3.899999
  C           -0.486565      1.749767      3.899999
  N           -1.862783      1.755430      3.899999
  C           -2.176005      0.469795      3.899999
  N           -1.085124     -0.355826      3.899999
  H            3.172571      0.977633      3.899999
  H           -3.181128      0.080669      3.899999
  H           -1.085122     -1.363359      3.899999
  H            0.807093      4.796716      3.899999
  H           -0.876946      4.335639      3.899999
30
adenine dimer 36
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            0.095673      4.088361      3.999999
  C            0.460844      2.788246      3.999999
  N            1.759578      2.472543      3.999999
  C            2.107363      1.170339      3.999999
  N            1.316357      0.095885      3.999999
  C            0.027299      0.451511      3.999999
  C           -0.486565      1.749767      3.999999
  N           -1.862783      1.755430      3.999999
  C           -2.176005      0.469795      3.999999
  N           -1.085124     -0.355826      3.999999
  H            3.172571      0.977633      3.999999
  H           -3.181128      0.080669      3.999999
  H           -1.085122     -1.363359      3.999999
  H            0.807093      4.796716      3.999999
  H           -0.876946      4.335639      3.999999
30
adenine dimer 37
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      2.900000
  C           -0.460843     -1.288247      2.900000
  N           -1.759578     -0.972544      2.900000
  C           -2.107363      0.329661      2.900000
  N           -1.316357      1.404114      2.900000
  C           -0.027299      1.048489      2.900000
  C            0.486565     -0.249767      2.900000
  N            1.862784     -0.255430      2.900000
  C            2.176004      1.030205      2.900000
  N            1.085123      1.855827      2.900000
  H           -3.172571      0.522366      2.900000
  H            3.181128      1.419332      2.900000
  H            1.085121      2.863360      2.900000
  H           -0.807092     -3.296716      2.900000
  H            0.876947     -2.835638      2.900000
30
adenine dimer 38
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.000000
  C           -0.460843     -1.288247      3.000000
  N           -1.759578     -0.972544      3.000000
  C           -2.107363      0.329661      3.000000
  N           -1.316357      1.404114      3.000000
  C           -0.027299      1.048489      3.000000
  C            0.486565     -0.249767      3.000000
  N            1.862784     -0.255430      3.000000
  C            2.176004      1.030205      3.000000
  N            1.085123      1.855827      3.000000
  H           -3.172571      0.522366      3.000000
  H            3.181128      1.419332      3.000000
  H            1.085121      2.863360      3.000000
  H           -0.807092     -3.296716      3.000000
  H            0.876947     -2.835638      3.000000
30
adenine dimer 39
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.100000
  C           -0.460843     -1.288247      3.100000
  N           -1.759578     -0.972544      3.100000
  C           -2.107363      0.329661      3.100000
  N           -1.316357      1.404114      3.100000
  C           -0.027299      1.048489      3.100000
  C            0.486565     -0.249767      3.100000
  N            1.862784     -0.255430      3.100000
  C            2.176004      1.030205      3.100000
  N            1.085123      1.855827      3.100000
  H           -3.172571      0.522366      3.100000
  H            3.181128      1.419332      3.100000
  H            1.085121      2.863360      3.100000
  H           -0.807092     -3.296716      3.100000
  H            0.876947     -2.835638      3.100000
30
adenine dimer 40
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.200000
  C           -0.460843     -1.288247      3.200000
  N           -1.759578     -0.972544      3.200000
  C           -2.107363      0.329661      3.200000
  N           -1.316357      1.404114      3.200000
  C           -0.027299      1.048489      3.200000
  C            0.486565     -0.249767      3.200000
  N            1.862784     -0.255430      3.200000
  C            2.176004      1.030205      3.200000
  N            1.085123      1.855827      3.200000
  H           -3.172571      0.522366      3.200000
  H            3.181128      1.419332      3.200000
  H            1.085121      2.863360      3.200000
  H           -0.807092     -3.296716      3.200000
  H            0.876947     -2.835638      3.200000
30
adenine dimer 41
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.299999
  C           -0.460843     -1.288247      3.299999
  N           -1.759578     -0.972544      3.299999
  C           -2.107363      0.329661      3.299999
  N           -1.316357      1.404114      3.299999
  C           -0.027299      1.048489      3.299999
  C            0.486565     -0.249767      3.299999
  N            1.862784     -0.255430      3.299999
  C            2.176004      1.030205      3.299999
  N            1.085123      1.855827      3.299999
  H           -3.172571      0.522366      3.299999
  H            3.181128      1.419332      3.299999
  H            1.085121      2.863360      3.299999
  H           -0.807092     -3.296716      3.299999
  H            0.876947     -2.835638      3.299999
30
adenine dimer 42
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.399999
  C           -0.460843     -1.288247      3.399999
  N           -1.759578     -0.972544      3.399999
  C           -2.107363      0.329661      3.399999
  N           -1.316357      1.404114      3.399999
  C           -0.027299      1.048489      3.399999
  C            0.486565     -0.249767      3.399999
  N            1.862784     -0.255430      3.399999
  C            2.176004      1.030205      3.399999
  N            1.085123      1.855827      3.399999
  H           -3.172571      0.522366      3.399999
  H            3.181128      1.419332      3.399999
  H            1.085121      2.863360      3.399999
  H           -0.807092     -3.296716      3.399999
  H            0.876947     -2.835638      3.399999
30
adenine dimer 43
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.499999
  C           -0.460843     -1.288247      3.499999
  N           -1.759578     -0.972544      3.499999
  C           -2.107363      0.329661      3.499999
  N           -1.316357      1.404114      3.499999
  C           -0.027299      1.048489      3.499999
  C            0.486565     -0.249767      3.499999
  N            1.862784     -0.255430      3.499999
  C            2.176004      1.030205      3.499999
  N            1.085123      1.855827      3.499999
  H           -3.172571      0.522366      3.499999
  H            3.181128      1.419332      3.499999
  H            1.085121      2.863360      3.499999
  H           -0.807092     -3.296716      3.499999
  H            0.876947     -2.835638      3.499999
30
adenine dimer 44
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.599999
  C           -0.460843     -1.288247      3.599999
  N           -1.759578     -0.972544      3.599999
  C           -2.107363      0.329661      3.599999
  N           -1.316357      1.404114      3.599999
  C           -0.027299      1.048489      3.599999
  C            0.486565     -0.249767      3.599999
  N            1.862784     -0.255430      3.599999
  C            2.176004      1.030205      3.599999
  N            1.085123      1.855827      3.599999
  H           -3.172571      0.522366      3.599999
  H            3.181128      1.419332      3.599999
  H            1.085121      2.863360      3.599999
  H           -0.807092     -3.296716      3.599999
  H            0.876947     -2.835638      3.599999
30
adenine dimer 45
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.699999
  C           -0.460843     -1.288247      3.699999
  N           -1.759578     -0.972544      3.699999
  C           -2.107363      0.329661      3.699999
  N           -1.316357      1.404114      3.699999
  C           -0.027299      1.048489      3.699999
  C            0.486565     -0.249767      3.699999
  N            1.862784     -0.255430      3.699999
  C            2.176004      1.030205      3.699999
  N            1.085123      1.855827      3.699999
  H           -3.172571      0.522366      3.699999
  H            3.181128      1.419332      3.699999
  H            1.085121      2.863360      3.699999
  H           -0.807092     -3.296716      3.699999
  H            0.876947     -2.835638      3.699999
30
adenine dimer 46
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.799999
  C           -0.460843     -1.288247      3.799999
  N           -1.759578     -0.972544      3.799999
  C           -2.107363      0.329661      3.799999
  N           -1.316357      1.404114      3.799999
  C           -0.027299      1.048489      3.799999
  C            0.486565     -0.249767      3.799999
  N            1.862784     -0.255430      3.799999
  C            2.176004      1.030205      3.799999
  N            1.085123      1.855827      3.799999
  H           -3.172571      0.522366      3.799999
  H            3.181128      1.419332      3.799999
  H            1.085121      2.863360      3.799999
  H           -0.807092     -3.296716      3.799999
  H            0.876947     -2.835638      3.799999
30
adenine dimer 47
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.899999
  C           -0.460843     -1.288247      3.899999
  N           -1.759578     -0.972544      3.899999
  C           -2.107363      0.329661      3.899999
  N           -1.316357      1.404114      3.899999
  C           -0.027299      1.048489      3.899999
  C            0.486565     -0.249767      3.899999
  N            1.862784     -0.255430      3.899999
  C            2.176004      1.030205      3.899999
  N            1.085123      1.855827      3.899999
  H           -3.172571      0.522366      3.899999
  H            3.181128      1.419332      3.899999
  H            1.085121      2.863360      3.899999
  H           -0.807092     -3.296716      3.899999
  H            0.876947     -2.835638      3.899999
30
adenine dimer 48
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -2.588361      3.999999
  C           -0.460843     -1.288247      3.999999
  N           -1.759578     -0.972544      3.999999
  C           -2.107363      0.329661      3.999999
  N           -1.316357      1.404114      3.999999
  C           -0.027299      1.048489      3.999999
  C            0.486565     -0.249767      3.999999
  N            1.862784     -0.255430      3.999999
  C            2.176004      1.030205      3.999999
  N            1.085123      1.855827      3.999999
  H           -3.172571      0.522366      3.999999
  H            3.181128      1.419332      3.999999
  H            1.085121      2.863360      3.999999
  H           -0.807092     -3.296716      3.999999
  H            0.876947     -2.835638      3.999999
30
adenine dimer 49
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      2.900000
  C            1.039157     -1.288247      2.900000
  N           -0.259578     -0.972544      2.900000
  C           -0.607363      0.329661      2.900000
  N            0.183643      1.404114      2.900000
  C            1.472701      1.048489      2.900000
  C            1.986565     -0.249767      2.900000
  N            3.362783     -0.255430      2.900000
  C            3.676004      1.030205      2.900000
  N            2.585123      1.855827      2.900000
  H           -1.672571      0.522366      2.900000
  H            4.681128      1.419332      2.900000
  H            2.585121      2.863360      2.900000
  H            0.692908     -3.296716      2.900000
  H            2.376947     -2.835638      2.900000
30
adenine dimer 50
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.000000
  C            1.039157     -1.288247      3.000000
  N           -0.259578     -0.972544      3.000000
  C           -0.607363      0.329661      3.000000
  N            0.183643      1.404114      3.000000
  C            1.472701      1.048489      3.000000
  C            1.986565     -0.249767      3.000000
  N            3.362783     -0.255430      3.000000
  C            3.676004      1.030205      3.000000
  N            2.585123      1.855827      3.000000
  H           -1.672571      0.522366      3.000000
  H            4.681128      1.419332      3.000000
  H            2.585121      2.863360      3.000000
  H            0.692908     -3.296716      3.000000
  H            2.376947     -2.835638      3.000000
30
adenine dimer 51
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.100000
  C            1.039157     -1.288247      3.100000
  N           -0.259578     -0.972544      3.100000
  C           -0.607363      0.329661      3.100000
  N            0.183643      1.404114      3.100000
  C            1.472701      1.048489      3.100000
  C            1.986565     -0.249767      3.100000
  N            3.362783     -0.255430      3.100000
  C            3.676004      1.030205      3.100000
  N            2.585123      1.855827      3.100000
  H           -1.672571      0.522366      3.100000
  H            4.681128      1.419332      3.100000
  H            2.585121      2.863360      3.100000
  H            0.692908     -3.296716      3.100000
  H            2.376947     -2.835638      3.100000
30
adenine dimer 52
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.200000
  C            1.039157     -1.288247      3.200000
  N           -0.259578     -0.972544      3.200000
  C           -0.607363      0.329661      3.200000
  N            0.183643      1.404114      3.200000
  C            1.472701      1.048489      3.200000
  C            1.986565     -0.249767      3.200000
  N            3.362783     -0.255430      3.200000
  C            3.676004      1.030205      3.200000
  N            2.585123      1.855827      3.200000
  H           -1.672571      0.522366      3.200000
  H            4.681128      1.419332      3.200000
  H            2.585121      2.863360      3.200000
  H            0.692908     -3.296716      3.200000
  H            2.376947     -2.835638      3.200000
30
adenine dimer 53
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.299999
  C            1.039157     -1.288247      3.299999
  N           -0.259578     -0.972544      3.299999
  C           -0.607363      0.329661      3.299999
  N            0.183643      1.404114      3.299999
  C            1.472701      1.048489      3.299999
  C            1.986565     -0.249767      3.299999
  N            3.362783     -0.255430      3.299999
  C            3.676004      1.030205      3.299999
  N            2.585123      1.855827      3.299999
  H           -1.672571      0.522366      3.299999
  H            4.681128      1.419332      3.299999
  H            2.585121      2.863360      3.299999
  H            0.692908     -3.296716      3.299999
  H            2.376947     -2.835638      3.299999
30
adenine dimer 54
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.399999
  C            1.039157     -1.288247      3.399999
  N           -0.259578     -0.972544      3.399999
  C           -0.607363      0.329661      3.399999
  N            0.183643      1.404114      3.399999
  C            1.472701      1.048489      3.399999
  C            1.986565     -0.249767      3.399999
  N            3.362783     -0.255430      3.399999
  C            3.676004      1.030205      3.399999
  N            2.585123      1.855827      3.399999
  H           -1.672571      0.522366      3.399999
  H            4.681128      1.419332      3.399999
  H            2.585121      2.863360      3.399999
  H            0.692908     -3.296716      3.399999
  H            2.376947     -2.835638      3.399999
30
adenine dimer 55
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.499999
  C            1.039157     -1.288247      3.499999
  N           -0.259578     -0.972544      3.499999
  C           -0.607363      0.329661      3.499999
  N            0.183643      1.404114      3.499999
  C            1.472701      1.048489      3.499999
  C            1.986565     -0.249767      3.499999
  N            3.362783     -0.255430      3.499999
  C            3.676004      1.030205      3.499999
  N            2.585123      1.855827      3.499999
  H           -1.672571      0.522366      3.499999
  H            4.681128      1.419332      3.499999
  H            2.585121      2.863360      3.499999
  H            0.692908     -3.296716      3.499999
  H            2.376947     -2.835638      3.499999
30
adenine dimer 56
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.599999
  C            1.039157     -1.288247      3.599999
  N           -0.259578     -0.972544      3.599999
  C           -0.607363      0.329661      3.599999
  N            0.183643      1.404114      3.599999
  C            1.472701      1.048489      3.599999
  C            1.986565     -0.249767      3.599999
  N            3.362783     -0.255430      3.599999
  C            3.676004      1.030205      3.599999
  N            2.585123      1.855827      3.599999
  H           -1.672571      0.522366      3.599999
  H            4.681128      1.419332      3.599999
  H            2.585121      2.863360      3.599999
  H            0.692908     -3.296716      3.599999
  H            2.376947     -2.835638      3.599999
30
adenine dimer 57
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.699999
  C            1.039157     -1.288247      3.699999
  N           -0.259578     -0.972544      3.699999
  C           -0.607363      0.329661      3.699999
  N            0.183643      1.404114      3.699999
  C            1.472701      1.048489      3.699999
  C            1.986565     -0.249767      3.699999
  N            3.362783     -0.255430      3.699999
  C            3.676004      1.030205      3.699999
  N            2.585123      1.855827      3.699999
  H           -1.672571      0.522366      3.699999
  H            4.681128      1.419332      3.699999
  H            2.585121      2.863360      3.699999
  H            0.692908     -3.296716      3.699999
  H            2.376947     -2.835638      3.699999
30
adenine dimer 58
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.799999
  C            1.039157     -1.288247      3.799999
  N           -0.259578     -0.972544      3.799999
  C           -0.607363      0.329661      3.799999
  N            0.183643      1.404114      3.799999
  C            1.472701      1.048489      3.799999
  C            1.986565     -0.249767      3.799999
  N            3.362783     -0.255430      3.799999
  C            3.676004      1.030205      3.799999
  N            2.585123      1.855827      3.799999
  H           -1.672571      0.522366      3.799999
  H            4.681128      1.419332      3.799999
  H            2.585121      2.863360      3.799999
  H            0.692908     -3.296716      3.799999
  H            2.376947     -2.835638      3.799999
30
adenine dimer 59
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.899999
  C            1.039157     -1.288247      3.899999
  N           -0.259578     -0.972544      3.899999
  C           -0.607363      0.329661      3.899999
  N            0.183643      1.404114      3.899999
  C            1.472701      1.048489      3.899999
  C            1.986565     -0.249767      3.899999
  N            3.362783     -0.255430      3.899999
  C            3.676004      1.030205      3.899999
  N            2.585123      1.855827      3.899999
  H           -1.672571      0.522366      3.899999
  H            4.681128      1.419332      3.899999
  H            2.585121      2.863360      3.899999
  H            0.692908     -3.296716      3.899999
  H            2.376947     -2.835638      3.899999
30
adenine dimer 60
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.404328     -2.588361      3.999999
  C            1.039157     -1.288247      3.999999
  N           -0.259578     -0.972544      3.999999
  C           -0.607363      0.329661      3.999999
  N            0.183643      1.404114      3.999999
  C            1.472701      1.048489      3.999999
  C            1.986565     -0.249767      3.999999
  N            3.362783     -0.255430      3.999999
  C            3.676004      1.030205      3.999999
  N            2.585123      1.855827      3.999999
  H           -1.672571      0.522366      3.999999
  H            4.681128      1.419332      3.999999
  H            2.585121      2.863360      3.999999
  H            0.692908     -3.296716      3.999999
  H            2.376947     -2.835638      3.999999
30
adenine dimer 61
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      2.900000
  C           -1.960843     -1.288247      2.900000
  N           -3.259578     -0.972544      2.900000
  C           -3.607363      0.329661      2.900000
  N           -2.816358      1.404114      2.900000
  C           -1.527299      1.048489      2.900000
  C           -1.013435     -0.249767      2.900000
  N            0.362784     -0.255430      2.900000
  C            0.676004      1.030205      2.900000
  N           -0.414877      1.855827      2.900000
  H           -4.672571      0.522366      2.900000
  H            1.681128      1.419332      2.900000
  H           -0.414879      2.863360      2.900000
  H           -2.307092     -3.296716      2.900000
  H           -0.623053     -2.835638      2.900000
30
adenine dimer 62
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.000000
  C           -1.960843     -1.288247      3.000000
  N           -3.259578     -0.972544      3.000000
  C           -3.607363      0.329661      3.000000
  N           -2.816358      1.404114      3.000000
  C           -1.527299      1.048489      3.000000
  C           -1.013435     -0.249767      3.000000
  N            0.362784     -0.255430      3.000000
  C            0.676004      1.030205      3.000000
  N           -0.414877      1.855827      3.000000
  H           -4.672571      0.522366      3.000000
  H            1.681128      1.419332      3.000000
  H           -0.414879      2.863360      3.000000
  H           -2.307092     -3.296716      3.000000
  H           -0.623053     -2.835638      3.000000
30
adenine dimer 63
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.100000
  C           -1.960843     -1.288247      3.100000
  N           -3.259578     -0.972544      3.100000
  C           -3.607363      0.329661      3.100000
  N           -2.816358      1.404114      3.100000
  C           -1.527299      1.048489      3.100000
  C           -1.013435     -0.249767      3.100000
  N            0.362784     -0.255430      3.100000
  C            0.676004      1.030205      3.100000
  N           -0.414877      1.855827      3.100000
  H           -4.672571      0.522366      3.100000
  H            1.681128      1.419332      3.100000
  H           -0.414879      2.863360      3.100000
  H           -2.307092     -3.296716      3.100000
  H           -0.623053     -2.835638      3.100000
30
adenine dimer 64
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.200000
  C           -1.960843     -1.288247      3.200000
  N           -3.259578     -0.972544      3.200000
  C           -3.607363      0.329661      3.200000
  N           -2.816358      1.404114      3.200000
  C           -1.527299      1.048489      3.200000
  C           -1.013435     -0.249767      3.200000
  N            0.362784     -0.255430      3.200000
  C            0.676004      1.030205      3.200000
  N           -0.414877      1.855827      3.200000
  H           -4.672571      0.522366      3.200000
  H            1.681128      1.419332      3.200000
  H           -0.414879      2.863360      3.200000
  H           -2.307092     -3.296716      3.200000
  H           -0.623053     -2.835638      3.200000
30
adenine dimer 65
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.299999
  C           -1.960843     -1.288247      3.299999
  N           -3.259578     -0.972544      3.299999
  C           -3.607363      0.329661      3.299999
  N           -2.816358      1.404114      3.299999
  C           -1.527299      1.048489      3.299999
  C           -1.013435     -0.249767      3.299999
  N            0.362784     -0.255430      3.299999
  C            0.676004      1.030205      3.299999
  N           -0.414877      1.855827      3.299999
  H           -4.672571      0.522366      3.299999
  H            1.681128      1.419332      3.299999
  H           -0.414879      2.863360      3.299999
  H           -2.307092     -3.296716      3.299999
  H           -0.623053     -2.835638      3.299999
30
adenine dimer 66
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.399999
  C           -1.960843     -1.288247      3.399999
  N           -3.259578     -0.972544      3.399999
  C           -3.607363      0.329661      3.399999
  N           -2.816358      1.404114      3.399999
  C           -1.527299      1.048489      3.399999
  C           -1.013435     -0.249767      3.399999
  N            0.362784     -0.255430      3.399999
  C            0.676004      1.030205      3.399999
  N           -0.414877      1.855827      3.399999
  H           -4.672571      0.522366      3.399999
  H            1.681128      1.419332      3.399999
  H           -0.414879      2.863360      3.399999
  H           -2.307092     -3.296716      3.399999
  H           -0.623053     -2.835638      3.399999
30
adenine dimer 67
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.499999
  C           -1.960843     -1.288247      3.499999
  N           -3.259578     -0.972544      3.499999
  C           -3.607363      0.329661      3.499999
  N           -2.816358      1.404114      3.499999
  C           -1.527299      1.048489      3.499999
  C           -1.013435     -0.249767      3.499999
  N            0.362784     -0.255430      3.499999
  C            0.676004      1.030205      3.499999
  N           -0.414877      1.855827      3.499999
  H           -4.672571      0.522366      3.499999
  H            1.681128      1.419332      3.499999
  H           -0.414879      2.863360      3.499999
  H           -2.307092     -3.296716      3.499999
  H           -0.623053     -2.835638      3.499999
30
adenine dimer 68
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.599999
  C           -1.960843     -1.288247      3.599999
  N           -3.259578     -0.972544      3.599999
  C           -3.607363      0.329661      3.599999
  N           -2.816358      1.404114      3.599999
  C           -1.527299      1.048489      3.599999
  C           -1.013435     -0.249767      3.599999
  N            0.362784     -0.255430      3.599999
  C            0.676004      1.030205      3.599999
  N           -0.414877      1.855827      3.599999
  H           -4.672571      0.522366      3.599999
  H            1.681128      1.419332      3.599999
  H           -0.414879      2.863360      3.599999
  H           -2.307092     -3.296716      3.599999
  H           -0.623053     -2.835638      3.599999
30
adenine dimer 69
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.699999
  C           -1.960843     -1.288247      3.699999
  N           -3.259578     -0.972544      3.699999
  C           -3.607363      0.329661      3.699999
  N           -2.816358      1.404114      3.699999
  C           -1.527299      1.048489      3.699999
  C           -1.013435     -0.249767      3.699999
  N            0.362784     -0.255430      3.699999
  C            0.676004      1.030205      3.699999
  N           -0.414877      1.855827      3.699999
  H           -4.672571      0.522366      3.699999
  H            1.681128      1.419332      3.699999
  H           -0.414879      2.863360      3.699999
  H           -2.307092     -3.296716      3.699999
  H           -0.623053     -2.835638      3.699999
30
adenine dimer 70
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.799999
  C           -1.960843     -1.288247      3.799999
  N           -3.259578     -0.972544      3.799999
  C           -3.607363      0.329661      3.799999
  N           -2.816358      1.404114      3.799999
  C           -1.527299      1.048489      3.799999
  C           -1.013435     -0.249767      3.799999
  N            0.362784     -0.255430      3.799999
  C            0.676004      1.030205      3.799999
  N           -0.414877      1.855827      3.799999
  H           -4.672571      0.522366      3.799999
  H            1.681128      1.419332      3.799999
  H           -0.414879      2.863360      3.799999
  H           -2.307092     -3.296716      3.799999
  H           -0.623053     -2.835638      3.799999
30
adenine dimer 71
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.899999
  C           -1.960843     -1.288247      3.899999
  N           -3.259578     -0.972544      3.899999
  C           -3.607363      0.329661      3.899999
  N           -2.816358      1.404114      3.899999
  C           -1.527299      1.048489      3.899999
  C           -1.013435     -0.249767      3.899999
  N            0.362784     -0.255430      3.899999
  C            0.676004      1.030205      3.899999
  N           -0.414877      1.855827      3.899999
  H           -4.672571      0.522366      3.899999
  H            1.681128      1.419332      3.899999
  H           -0.414879      2.863360      3.899999
  H           -2.307092     -3.296716      3.899999
  H           -0.623053     -2.835638      3.899999
30
adenine dimer 72
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.595672     -2.588361      3.999999
  C           -1.960843     -1.288247      3.999999
  N           -3.259578     -0.972544      3.999999
  C           -3.607363      0.329661      3.999999
  N           -2.816358      1.404114      3.999999
  C           -1.527299      1.048489      3.999999
  C           -1.013435     -0.249767      3.999999
  N            0.362784     -0.255430      3.999999
  C            0.676004      1.030205      3.999999
  N           -0.414877      1.855827      3.999999
  H           -4.672571      0.522366      3.999999
  H            1.681128      1.419332      3.999999
  H           -0.414879      2.863360      3.999999
  H           -2.307092     -3.296716      3.999999
  H           -0.623053     -2.835638      3.999999
30
adenine dimer 73
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      2.900000
  C           -0.460843      0.211753      2.900000
  N           -1.759578      0.527456      2.900000
  C           -2.107363      1.829661      2.900000
  N           -1.316357      2.904114      2.900000
  C           -0.027299      2.548489      2.900000
  C            0.486565      1.250233      2.900000
  N            1.862784      1.244570      2.900000
  C            2.176004      2.530205      2.900000
  N            1.085123      3.355827      2.900000
  H           -3.172571      2.022366      2.900000
  H            3.181128      2.919332      2.900000
  H            1.085121      4.363359      2.900000
  H           -0.807092     -1.796716      2.900000
  H            0.876947     -1.335638      2.900000
30
adenine dimer 74
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.000000
  C           -0.460843      0.211753      3.000000
  N           -1.759578      0.527456      3.000000
  C           -2.107363      1.829661      3.000000
  N           -1.316357      2.904114      3.000000
  C           -0.027299      2.548489      3.000000
  C            0.486565      1.250233      3.000000
  N            1.862784      1.244570      3.000000
  C            2.176004      2.530205      3.000000
  N            1.085123      3.355827      3.000000
  H           -3.172571      2.022366      3.000000
  H            3.181128      2.919332      3.000000
  H            1.085121      4.363359      3.000000
  H           -0.807092     -1.796716      3.000000
  H            0.876947     -1.335638      3.000000
30
adenine dimer 75
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.100000
  C           -0.460843      0.211753      3.100000
  N           -1.759578      0.527456      3.100000
  C           -2.107363      1.829661      3.100000
  N           -1.316357      2.904114      3.100000
  C           -0.027299      2.548489      3.100000
  C            0.486565      1.250233      3.100000
  N            1.862784      1.244570      3.100000
  C            2.176004      2.530205      3.100000
  N            1.085123      3.355827      3.100000
  H           -3.172571      2.022366      3.100000
  H            3.181128      2.919332      3.100000
  H            1.085121      4.363359      3.100000
  H           -0.807092     -1.796716      3.100000
  H            0.876947     -1.335638      3.100000
30
adenine dimer 76
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.200000
  C           -0.460843      0.211753      3.200000
  N           -1.759578      0.527456      3.200000
  C           -2.107363      1.829661      3.200000
  N           -1.316357      2.904114      3.200000
  C           -0.027299      2.548489      3.200000
  C            0.486565      1.250233      3.200000
  N            1.862784      1.244570      3.200000
  C            2.176004      2.530205      3.200000
  N            1.085123      3.355827      3.200000
  H           -3.172571      2.022366      3.200000
  H            3.181128      2.919332      3.200000
  H            1.085121      4.363359      3.200000
  H           -0.807092     -1.796716      3.200000
  H            0.876947     -1.335638      3.200000
30
adenine dimer 77
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.299999
  C           -0.460843      0.211753      3.299999
  N           -1.759578      0.527456      3.299999
  C           -2.107363      1.829661      3.299999
  N           -1.316357      2.904114      3.299999
  C           -0.027299      2.548489      3.299999
  C            0.486565      1.250233      3.299999
  N            1.862784      1.244570      3.299999
  C            2.176004      2.530205      3.299999
  N            1.085123      3.355827      3.299999
  H           -3.172571      2.022366      3.299999
  H            3.181128      2.919332      3.299999
  H            1.085121      4.363359      3.299999
  H           -0.807092     -1.796716      3.299999
  H            0.876947     -1.335638      3.299999
30
adenine dimer 78
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.399999
  C           -0.460843      0.211753      3.399999
  N           -1.759578      0.527456      3.399999
  C           -2.107363      1.829661      3.399999
  N           -1.316357      2.904114      3.399999
  C           -0.027299      2.548489      3.399999
  C            0.486565      1.250233      3.399999
  N            1.862784      1.244570      3.399999
  C            2.176004      2.530205      3.399999
  N            1.085123      3.355827      3.399999
  H           -3.172571      2.022366      3.399999
  H            3.181128      2.919332      3.399999
  H            1.085121      4.363359      3.399999
  H           -0.807092     -1.796716      3.399999
  H            0.876947     -1.335638      3.399999
30
adenine dimer 79
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.499999
  C           -0.460843      0.211753      3.499999
  N           -1.759578      0.527456      3.499999
  C           -2.107363      1.829661      3.499999
  N           -1.316357      2.904114      3.499999
  C           -0.027299      2.548489      3.499999
  C            0.486565      1.250233      3.499999
  N            1.862784      1.244570      3.499999
  C            2.176004      2.530205      3.499999
  N            1.085123      3.355827      3.499999
  H           -3.172571      2.022366      3.499999
  H            3.181128      2.919332      3.499999
  H            1.085121      4.363359      3.499999
  H           -0.807092     -1.796716      3.499999
  H            0.876947     -1.335638      3.499999
30
adenine dimer 80
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.599999
  C           -0.460843      0.211753      3.599999
  N           -1.759578      0.527456      3.599999
  C           -2.107363      1.829661      3.599999
  N           -1.316357      2.904114      3.599999
  C           -0.027299      2.548489      3.599999
  C            0.486565      1.250233      3.599999
  N            1.862784      1.244570      3.599999
  C            2.176004      2.530205      3.599999
  N            1.085123      3.355827      3.599999
  H           -3.172571      2.022366      3.599999
  H            3.181128      2.919332      3.599999
  H            1.085121      4.363359      3.599999
  H           -0.807092     -1.796716      3.599999
  H            0.876947     -1.335638      3.599999
30
adenine dimer 81
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.699999
  C           -0.460843      0.211753      3.699999
  N           -1.759578      0.527456      3.699999
  C           -2.107363      1.829661      3.699999
  N           -1.316357      2.904114      3.699999
  C           -0.027299      2.548489      3.699999
  C            0.486565      1.250233      3.699999
  N            1.862784      1.244570      3.699999
  C            2.176004      2.530205      3.699999
  N            1.085123      3.355827      3.699999
  H           -3.172571      2.022366      3.699999
  H            3.181128      2.919332      3.699999
  H            1.085121      4.363359      3.699999
  H           -0.807092     -1.796716      3.699999
  H            0.876947     -1.335638      3.699999
30
adenine dimer 82
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.799999
  C           -0.460843      0.211753      3.799999
  N           -1.759578      0.527456      3.799999
  C           -2.107363      1.829661      3.799999
  N           -1.316357      2.904114      3.799999
  C           -0.027299      2.548489      3.799999
  C            0.486565      1.250233      3.799999
  N            1.862784      1.244570      3.799999
  C            2.176004      2.530205      3.799999
  N            1.085123      3.355827      3.799999
  H           -3.172571      2.022366      3.799999
  H            3.181128      2.919332      3.799999
  H            1.085121      4.363359      3.799999
  H           -0.807092     -1.796716      3.799999
  H            0.876947     -1.335638      3.799999
30
adenine dimer 83
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.899999
  C           -0.460843      0.211753      3.899999
  N           -1.759578      0.527456      3.899999
  C           -2.107363      1.829661      3.899999
  N           -1.316357      2.904114      3.899999
  C           -0.027299      2.548489      3.899999
  C            0.486565      1.250233      3.899999
  N            1.862784      1.244570      3.899999
  C            2.176004      2.530205      3.899999
  N            1.085123      3.355827      3.899999
  H           -3.172571      2.022366      3.899999
  H            3.181128      2.919332      3.899999
  H            1.085121      4.363359      3.899999
  H           -0.807092     -1.796716      3.899999
  H            0.876947     -1.335638      3.899999
30
adenine dimer 84
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -1.088361      3.999999
  C           -0.460843      0.211753      3.999999
  N           -1.759578      0.527456      3.999999
  C           -2.107363      1.829661      3.999999
  N           -1.316357      2.904114      3.999999
  C           -0.027299      2.548489      3.999999
  C            0.486565      1.250233      3.999999
  N            1.862784      1.244570      3.999999
  C            2.176004      2.530205      3.999999
  N            1.085123      3.355827      3.999999
  H           -3.172571      2.022366      3.999999
  H            3.181128      2.919332      3.999999
  H            1.085121      4.363359      3.999999
  H           -0.807092     -1.796716      3.999999
  H            0.876947     -1.335638      3.999999
30
adenine dimer 85
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      2.900000
  C           -0.460843     -2.788247      2.900000
  N           -1.759578     -2.472544      2.900000
  C           -2.107363     -1.170339      2.900000
  N           -1.316357     -0.095886      2.900000
  C           -0.027299     -0.451511      2.900000
  C            0.486565     -1.749767      2.900000
  N            1.862784     -1.755430      2.900000
  C            2.176004     -0.469795      2.900000
  N            1.085123      0.355827      2.900000
  H           -3.172571     -0.977634      2.900000
  H            3.181128     -0.080668      2.900000
  H            1.085121      1.363360      2.900000
  H           -0.807092     -4.796716      2.900000
  H            0.876947     -4.335638      2.900000
30
adenine dimer 86
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.000000
  C           -0.460843     -2.788247      3.000000
  N           -1.759578     -2.472544      3.000000
  C           -2.107363     -1.170339      3.000000
  N           -1.316357     -0.095886      3.000000
  C           -0.027299     -0.451511      3.000000
  C            0.486565     -1.749767      3.000000
  N            1.862784     -1.755430      3.000000
  C            2.176004     -0.469795      3.000000
  N            1.085123      0.355827      3.000000
  H           -3.172571     -0.977634      3.000000
  H            3.181128     -0.080668      3.000000
  H            1.085121      1.363360      3.000000
  H           -0.807092     -4.796716      3.000000
  H            0.876947     -4.335638      3.000000
30
adenine dimer 87
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.100000
  C           -0.460843     -2.788247      3.100000
  N           -1.759578     -2.472544      3.100000
  C           -2.107363     -1.170339      3.100000
  N           -1.316357     -0.095886      3.100000
  C           -0.027299     -0.451511      3.100000
  C            0.486565     -1.749767      3.100000
  N            1.862784     -1.755430      3.100000
  C            2.176004     -0.469795      3.100000
  N            1.085123      0.355827      3.100000
  H           -3.172571     -0.977634      3.100000
  H            3.181128     -0.080668      3.100000
  H            1.085121      1.363360      3.100000
  H           -0.807092     -4.796716      3.100000
  H            0.876947     -4.335638      3.100000
30
adenine dimer 88
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.200000
  C           -0.460843     -2.788247      3.200000
  N           -1.759578     -2.472544      3.200000
  C           -2.107363     -1.170339      3.200000
  N           -1.316357     -0.095886      3.200000
  C           -0.027299     -0.451511      3.200000
  C            0.486565     -1.749767      3.200000
  N            1.862784     -1.755430      3.200000
  C            2.176004     -0.469795      3.200000
  N            1.085123      0.355827      3.200000
  H           -3.172571     -0.977634      3.200000
  H            3.181128     -0.080668      3.200000
  H            1.085121      1.363360      3.200000
  H           -0.807092     -4.796716      3.200000
  H            0.876947     -4.335638      3.200000
30
adenine dimer 89
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.299999
  C           -0.460843     -2.788247      3.299999
  N           -1.759578     -2.472544      3.299999
  C           -2.107363     -1.170339      3.299999
  N           -1.316357     -0.095886      3.299999
  C           -0.027299     -0.451511      3.299999
  C            0.486565     -1.749767      3.299999
  N            1.862784     -1.755430      3.299999
  C            2.176004     -0.469795      3.299999
  N            1.085123      0.355827      3.299999
  H           -3.172571     -0.977634      3.299999
  H            3.181128     -0.080668      3.299999
  H            1.085121      1.363360      3.299999
  H           -0.807092     -4.796716      3.299999
  H            0.876947     -4.335638      3.299999
30
adenine dimer 90
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.399999
  C           -0.460843     -2.788247      3.399999
  N           -1.759578     -2.472544      3.399999
  C           -2.107363     -1.170339      3.399999
  N           -1.316357     -0.095886      3.399999
  C           -0.027299     -0.451511      3.399999
  C            0.486565     -1.749767      3.399999
  N            1.862784     -1.755430      3.399999
  C            2.176004     -0.469795      3.399999
  N            1.085123      0.355827      3.399999
  H           -3.172571     -0.977634      3.399999
  H            3.181128     -0.080668      3.399999
  H            1.085121      1.363360      3.399999
  H           -0.807092     -4.796716      3.399999
  H            0.876947     -4.335638      3.399999
30
adenine dimer 91
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.499999
  C           -0.460843     -2.788247      3.499999
  N           -1.759578     -2.472544      3.499999
  C           -2.107363     -1.170339      3.499999
  N           -1.316357     -0.095886      3.499999
  C           -0.027299     -0.451511      3.499999
  C            0.486565     -1.749767      3.499999
  N            1.862784     -1.755430      3.499999
  C            2.176004     -0.469795      3.499999
  N            1.085123      0.355827      3.499999
  H           -3.172571     -0.977634      3.499999
  H            3.181128     -0.080668      3.499999
  H            1.085121      1.363360      3.499999
  H           -0.807092     -4.796716      3.499999
  H            0.876947     -4.335638      3.499999
30
adenine dimer 92
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.599999
  C           -0.460843     -2.788247      3.599999
  N           -1.759578     -2.472544      3.599999
  C           -2.107363     -1.170339      3.599999
  N           -1.316357     -0.095886      3.599999
  C           -0.027299     -0.451511      3.599999
  C            0.486565     -1.749767      3.599999
  N            1.862784     -1.755430      3.599999
  C            2.176004     -0.469795      3.599999
  N            1.085123      0.355827      3.599999
  H           -3.172571     -0.977634      3.599999
  H            3.181128     -0.080668      3.599999
  H            1.085121      1.363360      3.599999
  H           -0.807092     -4.796716      3.599999
  H            0.876947     -4.335638      3.599999
30
adenine dimer 93
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.699999
  C           -0.460843     -2.788247      3.699999
  N           -1.759578     -2.472544      3.699999
  C           -2.107363     -1.170339      3.699999
  N           -1.316357     -0.095886      3.699999
  C           -0.027299     -0.451511      3.699999
  C            0.486565     -1.749767      3.699999
  N            1.862784     -1.755430      3.699999
  C            2.176004     -0.469795      3.699999
  N            1.085123      0.355827      3.699999
  H           -3.172571     -0.977634      3.699999
  H            3.181128     -0.080668      3.699999
  H            1.085121      1.363360      3.699999
  H           -0.807092     -4.796716      3.699999
  H            0.876947     -4.335638      3.699999
30
adenine dimer 94
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.799999
  C           -0.460843     -2.788247      3.799999
  N           -1.759578     -2.472544      3.799999
  C           -2.107363     -1.170339      3.799999
  N           -1.316357     -0.095886      3.799999
  C           -0.027299     -0.451511      3.799999
  C            0.486565     -1.749767      3.799999
  N            1.862784     -1.755430      3.799999
  C            2.176004     -0.469795      3.799999
  N            1.085123      0.355827      3.799999
  H           -3.172571     -0.977634      3.799999
  H            3.181128     -0.080668      3.799999
  H            1.085121      1.363360      3.799999
  H           -0.807092     -4.796716      3.799999
  H            0.876947     -4.335638      3.799999
30
adenine dimer 95
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.899999
  C           -0.460843     -2.788247      3.899999
  N           -1.759578     -2.472544      3.899999
  C           -2.107363     -1.170339      3.899999
  N           -1.316357     -0.095886      3.899999
  C           -0.027299     -0.451511      3.899999
  C            0.486565     -1.749767      3.899999
  N            1.862784     -1.755430      3.899999
  C            2.176004     -0.469795      3.899999
  N            1.085123      0.355827      3.899999
  H           -3.172571     -0.977634      3.899999
  H            3.181128     -0.080668      3.899999
  H            1.085121      1.363360      3.899999
  H           -0.807092     -4.796716      3.899999
  H            0.876947     -4.335638      3.899999
30
adenine dimer 96
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.095672     -4.088361      3.999999
  C           -0.460843     -2.788247      3.999999
  N           -1.759578     -2.472544      3.999999
  C           -2.107363     -1.170339      3.999999
  N           -1.316357     -0.095886      3.999999
  C           -0.027299     -0.451511      3.999999
  C            0.486565     -1.749767      3.999999
  N            1.862784     -1.755430      3.999999
  C            2.176004     -0.469795      3.999999
  N            1.085123      0.355827      3.999999
  H           -3.172571     -0.977634      3.999999
  H            3.181128     -0.080668      3.999999
  H            1.085121      1.363360      3.999999
  H           -0.807092     -4.796716      3.999999
  H            0.876947     -4.335638      3.999999
30
adenine dimer 97
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.211326      2.289423      3.300000
  C           -0.245021      1.346076      3.300000
  N            1.037567      1.722036      3.300000
  C            1.989860      0.768186      3.300000
  N            1.842056     -0.557820      3.300000
  C            0.547886     -0.894369      3.300000
  C           -0.546261     -0.026978      3.300000
  N           -1.740933     -0.710183      3.300000
  C           -1.369373     -1.980186      3.300000
  N           -0.011831     -2.149755      3.300000
  H            3.008710      1.133903      3.300000
  H           -2.045272     -2.819741      3.300000
  H            0.491937     -3.022303      3.300000
  H           -0.949395      3.258586      3.300000
  H           -2.177277      2.017262      3.300000
30
adenine dimer 98
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -2.193750      1.377035      3.300000
  C           -0.885233      1.043225      3.300000
  N            0.037541      2.010111      3.300000
  C            1.339176      1.660199      3.300000
  N            1.874177      0.437942      3.300000
  C            0.921668     -0.500603      3.300000
  C           -0.459587     -0.296494      3.300000
  N           -1.152601     -1.485503      3.300000
  C           -0.195818     -2.399578      3.300000
  N            1.064631     -1.867658      3.300000
  H            2.038668      2.486344      3.300000
  H           -0.361387     -3.464603      3.300000
  H            1.937181     -2.371423      3.300000
  H           -2.451493      2.347321      3.300000
  H           -2.894208      0.658361      3.300000
30
adenine dimer 99
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -2.588361      0.095672      3.300000
  C           -1.288247      0.460843      3.300000
  N           -0.972544      1.759578      3.300000
  C            0.329661      2.107363      3.300000
  N            1.404114      1.316357      3.300000
  C            1.048489      0.027299      3.300000
  C           -0.249767     -0.486565      3.300000
  N           -0.255430     -1.862784      3.300000
  C            1.030205     -2.176004      3.300000
  N            1.855827     -1.085123      3.300000
  H            0.522366      3.172571      3.300000
  H            1.419332     -3.181128      3.300000
  H            2.863359     -1.085121      3.300000
  H           -3.296716      0.807092      3.300000
  H           -2.835639     -0.876947      3.300000
30
adenine dimer 100
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -2.289422     -1.211326      3.300000
  C           -1.346076     -0.245021      3.300000
  N           -1.722036      1.037567      3.300000
  C           -0.768187      1.989860      3.300000
  N            0.557820      1.842056      3.300000
  C            0.894369      0.547886      3.300000
  C            0.026978     -0.546261      3.300000
  N            0.710183     -1.740933      3.300000
  C            1.980186     -1.369372      3.300000
  N            2.149755     -0.011831      3.300000
  H           -1.133903      3.008710      3.300000
  H            2.819741     -2.045271      3.300000
  H            3.022303      0.491937      3.300000
  H           -3.258586     -0.949396      3.300000
  H           -2.017262     -2.177277      3.300000
30
adenine dimer 101
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -1.377035     -2.193750      3.300000
  C           -1.043225     -0.885233      3.300000
  N           -2.010111      0.037542      3.300000
  C           -1.660199      1.339176      3.300000
  N           -0.437942      1.874177      3.300000
  C            0.500603      0.921668      3.300000
  C            0.296494     -0.459587      3.300000
  N            1.485503     -1.152601      3.300000
  C            2.399578     -0.195819      3.300000
  N            1.867658      1.064631      3.300000
  H           -2.486344      2.038668      3.300000
  H            3.464603     -0.361387      3.300000
  H            2.371423      1.937181      3.300000
  H           -2.347321     -2.451493      3.300000
  H           -0.658361     -2.894208      3.300000
Cartesian coordinates of the non-parallel dimers.
30
adenine dimer 102
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      2.439343
  C           -0.548282     -1.167848      3.043859
  N           -1.804118     -0.881724      3.400777
  C           -2.051054      0.298474      4.003144
  N           -1.193215      1.272259      4.312973
  C            0.050161      0.949954      3.941119
  C            0.460943     -0.226666      3.311556
  N            1.815838     -0.231798      3.070221
  C            2.218649      0.933383      3.550910
  N            1.204931      1.681650      4.083961
  H           -3.085938      0.473124      4.268319
  H            3.237059      1.286052      3.538325
  H            1.278869      2.594785      4.503294
  H           -1.036666     -2.988139      2.268064
  H            0.655625     -2.570261      2.167533
30
adenine dimer 103
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      2.539343
  C           -0.548282     -1.167848      3.143859
  N           -1.804118     -0.881724      3.500777
  C           -2.051054      0.298474      4.103144
  N           -1.193215      1.272259      4.412972
  C            0.050161      0.949954      4.041119
  C            0.460943     -0.226666      3.411556
  N            1.815838     -0.231798      3.170221
  C            2.218649      0.933383      3.650910
  N            1.204931      1.681650      4.183961
  H           -3.085938      0.473124      4.368319
  H            3.237059      1.286052      3.638325
  H            1.278869      2.594785      4.603294
  H           -1.036666     -2.988139      2.368064
  H            0.655625     -2.570261      2.267533
30
adenine dimer 104
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      2.639343
  C           -0.548282     -1.167848      3.243859
  N           -1.804118     -0.881724      3.600777
  C           -2.051054      0.298474      4.203144
  N           -1.193215      1.272259      4.512972
  C            0.050161      0.949954      4.141119
  C            0.460943     -0.226666      3.511556
  N            1.815838     -0.231798      3.270221
  C            2.218649      0.933383      3.750910
  N            1.204931      1.681650      4.283961
  H           -3.085938      0.473124      4.468319
  H            3.237059      1.286052      3.738325
  H            1.278869      2.594785      4.703294
  H           -1.036666     -2.988139      2.468064
  H            0.655625     -2.570261      2.367533
30
adenine dimer 105
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      2.739343
  C           -0.548282     -1.167848      3.343859
  N           -1.804118     -0.881724      3.700777
  C           -2.051054      0.298474      4.303144
  N           -1.193215      1.272259      4.612972
  C            0.050161      0.949954      4.241119
  C            0.460943     -0.226666      3.611556
  N            1.815838     -0.231798      3.370221
  C            2.218649      0.933383      3.850909
  N            1.204931      1.681650      4.383961
  H           -3.085938      0.473124      4.568319
  H            3.237059      1.286052      3.838325
  H            1.278869      2.594785      4.803294
  H           -1.036666     -2.988139      2.568064
  H            0.655625     -2.570261      2.467533
30
adenine dimer 106
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      2.839343
  C           -0.548282     -1.167848      3.443859
  N           -1.804118     -0.881724      3.800777
  C           -2.051054      0.298474      4.403144
  N           -1.193215      1.272259      4.712972
  C            0.050161      0.949954      4.341119
  C            0.460943     -0.226666      3.711556
  N            1.815838     -0.231798      3.470221
  C            2.218649      0.933383      3.950909
  N            1.204931      1.681650      4.483961
  H           -3.085938      0.473124      4.668319
  H            3.237059      1.286052      3.938325
  H            1.278869      2.594785      4.903294
  H           -1.036666     -2.988139      2.668064
  H            0.655625     -2.570261      2.567533
30
adenine dimer 107
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      2.939343
  C           -0.548282     -1.167848      3.543859
  N           -1.804118     -0.881724      3.900777
  C           -2.051054      0.298474      4.503144
  N           -1.193215      1.272259      4.812972
  C            0.050161      0.949954      4.441119
  C            0.460943     -0.226666      3.811556
  N            1.815838     -0.231798      3.570221
  C            2.218649      0.933383      4.050909
  N            1.204931      1.681650      4.583961
  H           -3.085938      0.473124      4.768319
  H            3.237059      1.286052      4.038325
  H            1.278869      2.594785      5.003294
  H           -1.036666     -2.988139      2.768064
  H            0.655625     -2.570261      2.667533
30
adenine dimer 108
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      3.039343
  C           -0.548282     -1.167848      3.643859
  N           -1.804118     -0.881724      4.000777
  C           -2.051054      0.298474      4.603144
  N           -1.193215      1.272259      4.912972
  C            0.050161      0.949954      4.541119
  C            0.460943     -0.226666      3.911556
  N            1.815838     -0.231798      3.670221
  C            2.218649      0.933383      4.150909
  N            1.204931      1.681650      4.683960
  H           -3.085938      0.473124      4.868319
  H            3.237059      1.286052      4.138325
  H            1.278869      2.594785      5.103294
  H           -1.036666     -2.988139      2.868064
  H            0.655625     -2.570261      2.767533
30
adenine dimer 109
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      3.139343
  C           -0.548282     -1.167848      3.743859
  N           -1.804118     -0.881724      4.100777
  C           -2.051054      0.298474      4.703144
  N           -1.193215      1.272259      5.012972
  C            0.050161      0.949954      4.641119
  C            0.460943     -0.226666      4.011556
  N            1.815838     -0.231798      3.770221
  C            2.218649      0.933383      4.250909
  N            1.204931      1.681650      4.783960
  H           -3.085938      0.473124      4.968318
  H            3.237059      1.286052      4.238325
  H            1.278869      2.594785      5.203294
  H           -1.036666     -2.988139      2.968064
  H            0.655625     -2.570261      2.867533
30
adenine dimer 110
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      3.239343
  C           -0.548282     -1.167848      3.843859
  N           -1.804118     -0.881724      4.200777
  C           -2.051054      0.298474      4.803144
  N           -1.193215      1.272259      5.112972
  C            0.050161      0.949954      4.741118
  C            0.460943     -0.226666      4.111556
  N            1.815838     -0.231798      3.870221
  C            2.218649      0.933383      4.350909
  N            1.204931      1.681650      4.883960
  H           -3.085938      0.473124      5.068318
  H            3.237059      1.286052      4.338325
  H            1.278869      2.594785      5.303294
  H           -1.036666     -2.988139      3.068064
  H            0.655625     -2.570261      2.967533
30
adenine dimer 111
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -2.346152      3.339343
  C           -0.548282     -1.167848      3.943859
  N           -1.804118     -0.881724      4.300776
  C           -2.051054      0.298474      4.903143
  N           -1.193215      1.272259      5.212972
  C            0.050161      0.949954      4.841118
  C            0.460943     -0.226666      4.211555
  N            1.815838     -0.231798      3.970221
  C            2.218649      0.933383      4.450909
  N            1.204931      1.681650      4.983960
  H           -3.085938      0.473124      5.168318
  H            3.237059      1.286052      4.438324
  H            1.278869      2.594785      5.403294
  H           -1.036666     -2.988139      3.168064
  H            0.655625     -2.570261      3.067533
30
adenine dimer 112
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      2.539343
  C           -0.548282      0.832152      3.143859
  N           -1.804118      1.118276      3.500777
  C           -2.051054      2.298474      4.103144
  N           -1.193215      3.272259      4.412972
  C            0.050161      2.949954      4.041119
  C            0.460943      1.773334      3.411556
  N            1.815838      1.768202      3.170221
  C            2.218649      2.933383      3.650910
  N            1.204931      3.681650      4.183961
  H           -3.085938      2.473124      4.368319
  H            3.237059      3.286052      3.638325
  H            1.278869      4.594785      4.603294
  H           -1.036666     -0.988139      2.368064
  H            0.655625     -0.570261      2.267533
30
adenine dimer 113
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      2.639343
  C           -0.548282      0.832152      3.243859
  N           -1.804118      1.118276      3.600777
  C           -2.051054      2.298474      4.203144
  N           -1.193215      3.272259      4.512972
  C            0.050161      2.949954      4.141119
  C            0.460943      1.773334      3.511556
  N            1.815838      1.768202      3.270221
  C            2.218649      2.933383      3.750910
  N            1.204931      3.681650      4.283961
  H           -3.085938      2.473124      4.468319
  H            3.237059      3.286052      3.738325
  H            1.278869      4.594785      4.703294
  H           -1.036666     -0.988139      2.468064
  H            0.655625     -0.570261      2.367533
30
adenine dimer 114
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      2.739343
  C           -0.548282      0.832152      3.343859
  N           -1.804118      1.118276      3.700777
  C           -2.051054      2.298474      4.303144
  N           -1.193215      3.272259      4.612972
  C            0.050161      2.949954      4.241119
  C            0.460943      1.773334      3.611556
  N            1.815838      1.768202      3.370221
  C            2.218649      2.933383      3.850909
  N            1.204931      3.681650      4.383961
  H           -3.085938      2.473124      4.568319
  H            3.237059      3.286052      3.838325
  H            1.278869      4.594785      4.803294
  H           -1.036666     -0.988139      2.568064
  H            0.655625     -0.570261      2.467533
30
adenine dimer 115
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      2.839343
  C           -0.548282      0.832152      3.443859
  N           -1.804118      1.118276      3.800777
  C           -2.051054      2.298474      4.403144
  N           -1.193215      3.272259      4.712972
  C            0.050161      2.949954      4.341119
  C            0.460943      1.773334      3.711556
  N            1.815838      1.768202      3.470221
  C            2.218649      2.933383      3.950909
  N            1.204931      3.681650      4.483961
  H           -3.085938      2.473124      4.668319
  H            3.237059      3.286052      3.938325
  H            1.278869      4.594785      4.903294
  H           -1.036666     -0.988139      2.668064
  H            0.655625     -0.570261      2.567533
30
adenine dimer 116
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      2.939343
  C           -0.548282      0.832152      3.543859
  N           -1.804118      1.118276      3.900777
  C           -2.051054      2.298474      4.503144
  N           -1.193215      3.272259      4.812972
  C            0.050161      2.949954      4.441119
  C            0.460943      1.773334      3.811556
  N            1.815838      1.768202      3.570221
  C            2.218649      2.933383      4.050909
  N            1.204931      3.681650      4.583961
  H           -3.085938      2.473124      4.768319
  H            3.237059      3.286052      4.038325
  H            1.278869      4.594785      5.003294
  H           -1.036666     -0.988139      2.768064
  H            0.655625     -0.570261      2.667533
30
adenine dimer 117
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      3.039343
  C           -0.548282      0.832152      3.643859
  N           -1.804118      1.118276      4.000777
  C           -2.051054      2.298474      4.603144
  N           -1.193215      3.272259      4.912972
  C            0.050161      2.949954      4.541119
  C            0.460943      1.773334      3.911556
  N            1.815838      1.768202      3.670221
  C            2.218649      2.933383      4.150909
  N            1.204931      3.681650      4.683960
  H           -3.085938      2.473124      4.868319
  H            3.237059      3.286052      4.138325
  H            1.278869      4.594785      5.103294
  H           -1.036666     -0.988139      2.868064
  H            0.655625     -0.570261      2.767533
30
adenine dimer 118
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      3.139343
  C           -0.548282      0.832152      3.743859
  N           -1.804118      1.118276      4.100777
  C           -2.051054      2.298474      4.703144
  N           -1.193215      3.272259      5.012972
  C            0.050161      2.949954      4.641119
  C            0.460943      1.773334      4.011556
  N            1.815838      1.768202      3.770221
  C            2.218649      2.933383      4.250909
  N            1.204931      3.681650      4.783960
  H           -3.085938      2.473124      4.968318
  H            3.237059      3.286052      4.238325
  H            1.278869      4.594785      5.203294
  H           -1.036666     -0.988139      2.968064
  H            0.655625     -0.570261      2.867533
30
adenine dimer 119
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      3.239343
  C           -0.548282      0.832152      3.843859
  N           -1.804118      1.118276      4.200777
  C           -2.051054      2.298474      4.803144
  N           -1.193215      3.272259      5.112972
  C            0.050161      2.949954      4.741118
  C            0.460943      1.773334      4.111556
  N            1.815838      1.768202      3.870221
  C            2.218649      2.933383      4.350909
  N            1.204931      3.681650      4.883960
  H           -3.085938      2.473124      5.068318
  H            3.237059      3.286052      4.338325
  H            1.278869      4.594785      5.303294
  H           -1.036666     -0.988139      3.068064
  H            0.655625     -0.570261      2.967533
30
adenine dimer 120
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      3.339343
  C           -0.548282      0.832152      3.943859
  N           -1.804118      1.118276      4.300776
  C           -2.051054      2.298474      4.903143
  N           -1.193215      3.272259      5.212972
  C            0.050161      2.949954      4.841118
  C            0.460943      1.773334      4.211555
  N            1.815838      1.768202      3.970221
  C            2.218649      2.933383      4.450909
  N            1.204931      3.681650      4.983960
  H           -3.085938      2.473124      5.168318
  H            3.237059      3.286052      4.438324
  H            1.278869      4.594785      5.403294
  H           -1.036666     -0.988139      3.168064
  H            0.655625     -0.570261      3.067533
30
adenine dimer 121
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N           -0.284070     -0.346152      3.439342
  C           -0.548282      0.832152      4.043859
  N           -1.804118      1.118276      4.400776
  C           -2.051054      2.298474      5.003143
  N           -1.193215      3.272259      5.312972
  C            0.050161      2.949954      4.941118
  C            0.460943      1.773334      4.311555
  N            1.815838      1.768202      4.070220
  C            2.218649      2.933383      4.550909
  N            1.204931      3.681650      5.083960
  H           -3.085938      2.473124      5.268318
  H            3.237059      3.286052      4.538324
  H            1.278869      4.594785      5.503294
  H           -1.036666     -0.988139      3.268064
  H            0.655625     -0.570261      3.167532
30
adenine dimer 122
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      2.539343
  C            0.951718      0.832152      3.143859
  N           -0.304118      1.118276      3.500777
  C           -0.551054      2.298474      4.103144
  N            0.306785      3.272259      4.412972
  C            1.550161      2.949954      4.041119
  C            1.960943      1.773334      3.411556
  N            3.315838      1.768202      3.170221
  C            3.718649      2.933383      3.650910
  N            2.704931      3.681650      4.183961
  H           -1.585938      2.473124      4.368319
  H            4.737059      3.286052      3.638325
  H            2.778869      4.594785      4.603294
  H            0.463334     -0.988139      2.368064
  H            2.155625     -0.570261      2.267533
30
adenine dimer 123
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      2.639343
  C            0.951718      0.832152      3.243859
  N           -0.304118      1.118276      3.600777
  C           -0.551054      2.298474      4.203144
  N            0.306785      3.272259      4.512972
  C            1.550161      2.949954      4.141119
  C            1.960943      1.773334      3.511556
  N            3.315838      1.768202      3.270221
  C            3.718649      2.933383      3.750910
  N            2.704931      3.681650      4.283961
  H           -1.585938      2.473124      4.468319
  H            4.737059      3.286052      3.738325
  H            2.778869      4.594785      4.703294
  H            0.463334     -0.988139      2.468064
  H            2.155625     -0.570261      2.367533
30
adenine dimer 124
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      2.739343
  C            0.951718      0.832152      3.343859
  N           -0.304118      1.118276      3.700777
  C           -0.551054      2.298474      4.303144
  N            0.306785      3.272259      4.612972
  C            1.550161      2.949954      4.241119
  C            1.960943      1.773334      3.611556
  N            3.315838      1.768202      3.370221
  C            3.718649      2.933383      3.850909
  N            2.704931      3.681650      4.383961
  H           -1.585938      2.473124      4.568319
  H            4.737059      3.286052      3.838325
  H            2.778869      4.594785      4.803294
  H            0.463334     -0.988139      2.568064
  H            2.155625     -0.570261      2.467533
30
adenine dimer 125
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      2.839343
  C            0.951718      0.832152      3.443859
  N           -0.304118      1.118276      3.800777
  C           -0.551054      2.298474      4.403144
  N            0.306785      3.272259      4.712972
  C            1.550161      2.949954      4.341119
  C            1.960943      1.773334      3.711556
  N            3.315838      1.768202      3.470221
  C            3.718649      2.933383      3.950909
  N            2.704931      3.681650      4.483961
  H           -1.585938      2.473124      4.668319
  H            4.737059      3.286052      3.938325
  H            2.778869      4.594785      4.903294
  H            0.463334     -0.988139      2.668064
  H            2.155625     -0.570261      2.567533
30
adenine dimer 126
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      2.939343
  C            0.951718      0.832152      3.543859
  N           -0.304118      1.118276      3.900777
  C           -0.551054      2.298474      4.503144
  N            0.306785      3.272259      4.812972
  C            1.550161      2.949954      4.441119
  C            1.960943      1.773334      3.811556
  N            3.315838      1.768202      3.570221
  C            3.718649      2.933383      4.050909
  N            2.704931      3.681650      4.583961
  H           -1.585938      2.473124      4.768319
  H            4.737059      3.286052      4.038325
  H            2.778869      4.594785      5.003294
  H            0.463334     -0.988139      2.768064
  H            2.155625     -0.570261      2.667533
30
adenine dimer 127
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      3.039343
  C            0.951718      0.832152      3.643859
  N           -0.304118      1.118276      4.000777
  C           -0.551054      2.298474      4.603144
  N            0.306785      3.272259      4.912972
  C            1.550161      2.949954      4.541119
  C            1.960943      1.773334      3.911556
  N            3.315838      1.768202      3.670221
  C            3.718649      2.933383      4.150909
  N            2.704931      3.681650      4.683960
  H           -1.585938      2.473124      4.868319
  H            4.737059      3.286052      4.138325
  H            2.778869      4.594785      5.103294
  H            0.463334     -0.988139      2.868064
  H            2.155625     -0.570261      2.767533
30
adenine dimer 128
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      3.139343
  C            0.951718      0.832152      3.743859
  N           -0.304118      1.118276      4.100777
  C           -0.551054      2.298474      4.703144
  N            0.306785      3.272259      5.012972
  C            1.550161      2.949954      4.641119
  C            1.960943      1.773334      4.011556
  N            3.315838      1.768202      3.770221
  C            3.718649      2.933383      4.250909
  N            2.704931      3.681650      4.783960
  H           -1.585938      2.473124      4.968318
  H            4.737059      3.286052      4.238325
  H            2.778869      4.594785      5.203294
  H            0.463334     -0.988139      2.968064
  H            2.155625     -0.570261      2.867533
30
adenine dimer 129
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      3.239343
  C            0.951718      0.832152      3.843859
  N           -0.304118      1.118276      4.200777
  C           -0.551054      2.298474      4.803144
  N            0.306785      3.272259      5.112972
  C            1.550161      2.949954      4.741118
  C            1.960943      1.773334      4.111556
  N            3.315838      1.768202      3.870221
  C            3.718649      2.933383      4.350909
  N            2.704931      3.681650      4.883960
  H           -1.585938      2.473124      5.068318
  H            4.737059      3.286052      4.338325
  H            2.778869      4.594785      5.303294
  H            0.463334     -0.988139      3.068064
  H            2.155625     -0.570261      2.967533
30
adenine dimer 130
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      3.339343
  C            0.951718      0.832152      3.943859
  N           -0.304118      1.118276      4.300776
  C           -0.551054      2.298474      4.903143
  N            0.306785      3.272259      5.212972
  C            1.550161      2.949954      4.841118
  C            1.960943      1.773334      4.211555
  N            3.315838      1.768202      3.970221
  C            3.718649      2.933383      4.450909
  N            2.704931      3.681650      4.983960
  H           -1.585938      2.473124      5.168318
  H            4.737059      3.286052      4.438324
  H            2.778869      4.594785      5.403294
  H            0.463334     -0.988139      3.168064
  H            2.155625     -0.570261      3.067533
30
adenine dimer 131
  N            0.095673      2.588361      0.000000
  C            0.460844      1.288246      0.000000
  N            1.759578      0.972543      0.000000
  C            2.107363     -0.329661      0.000000
  N            1.316357     -1.404115      0.000000
  C            0.027299     -1.048489      0.000000
  C           -0.486565      0.249767      0.000000
  N           -1.862783      0.255430      0.000000
  C           -2.176005     -1.030205      0.000000
  N           -1.085124     -1.855826      0.000000
  H            3.172571     -0.522367      0.000000
  H           -3.181128     -1.419331      0.000000
  H           -1.085122     -2.863359      0.000000
  H            0.807093      3.296715      0.000000
  H           -0.876946      2.835639      0.000000
  N            1.215930     -0.346152      3.439342
  C            0.951718      0.832152      4.043859
  N           -0.304118      1.118276      4.400776
  C           -0.551054      2.298474      5.003143
  N            0.306785      3.272259      5.312972
  C            1.550161      2.949954      4.941118
  C            1.960943      1.773334      4.311555
  N            3.315838      1.768202      4.070220
  C            3.718649      2.933383      4.550909
  N            2.704931      3.681650      5.083960
  H           -1.585938      2.473124      5.268318
  H            4.737059      3.286052      4.538324
  H            2.778869      4.594785      5.503294
  H            0.463334     -0.988139      3.268064
  H            2.155625     -0.570261      3.167532
