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TITLE PARABANIC ACID DE12 Elatt=-105.14 kJ/mol

SPACEGROUP C2/c

CELL   20.330525    5.843593   17.281165   90.000000  155.012748   90.000000

ATOM  N1      0.360915      0.579844     -0.074066

ATOM  N2      0.334386      0.326754     -0.007302

ATOM  C1      0.408608      0.362134      0.000735

ATOM  C2      0.242113      0.509624     -0.082886

ATOM  C3      0.260625      0.685589     -0.129189

ATOM  O1      0.495426      0.232115      0.059719

ATOM  O2      0.164192      0.528783     -0.107664

ATOM  O3      0.200580      0.873337     -0.198048

ATOM  H1      0.393985      0.642689     -0.084031

ATOM  H2      0.347074      0.195639      0.033796

END

