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TITLE PARABANIC ACID AQ17 Elatt=-105.32 kJ/mol

SPACEGROUP P212121

CELL    8.440153    9.806850    5.145882   90.000000   90.000000   90.000000

ATOM  N1      0.764091      0.671372      0.631277

ATOM  N2      0.836718      0.888755      0.656106

ATOM  C1      0.750187      0.796859      0.503967

ATOM  C2      0.904984      0.829032      0.873406

ATOM  C3      0.854420      0.677957      0.856246

ATOM  O1      0.678684      0.820858      0.304803

ATOM  O2      0.986079      0.882264      1.040021

ATOM  O3      0.886949      0.586617      1.006622

ATOM  H1      0.717394      0.594428      0.569533

ATOM  H2      0.845722      0.978338      0.613263

END

