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TITLE PARABANIC ACID AP29 Elatt=-106.73 kJ/mol

SPACEGROUP P212121

CELL    9.093079    6.145260    7.628790   90.000003   90.000000   90.000000

ATOM  N1      0.958538      0.521798      0.486705

ATOM  N2      0.824761      0.743188      0.320608

ATOM  C1      0.892817      0.538942      0.321473

ATOM  C2      0.843259      0.857289      0.475997

ATOM  C3      0.936159      0.703358      0.591493

ATOM  O1      0.894490      0.405700      0.204267

ATOM  O2      0.797460      1.036977      0.513936

ATOM  O3      0.979121      0.735583      0.740051

ATOM  H1      1.010145      0.401897      0.519559

ATOM  H2      0.773937      0.792955      0.226188
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