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TITLE PARABANIC ACID DD11 Elatt=-106.12 kJ/mol

SPACEGROUP C2/c

CELL   11.225970    5.189405   15.855485   90.000000   69.908833   90.000000

ATOM  N1      0.097897      1.017159      0.870240

ATOM  N2      0.261771      1.022254      0.918520

ATOM  C1      0.153917      0.879977      0.922832

ATOM  C2      0.277767      1.242346      0.866119

ATOM  C3      0.163929      1.238750      0.832506

ATOM  O1      0.117014      0.680877      0.963432

ATOM  O2      0.361630      1.402482      0.849917

ATOM  O3      0.138909      1.395203      0.784060

ATOM  H1      0.025484      0.962757      0.862389

ATOM  H2      0.314826      0.971804      0.947689

ATOM  N1      0.402103      0.482841      0.129760

ATOM  N2      0.238229      0.477746      0.081480

ATOM  C1      0.346083      0.620023      0.077168

ATOM  C2      0.222233      0.257654      0.133881

ATOM  C3      0.336071      0.261250      0.167494

ATOM  O1      0.382986      0.819123      0.036568

ATOM  O2      0.138370      0.097518      0.150083

ATOM  O3      0.361091      0.104797      0.215940

ATOM  H1      0.474516      0.537243      0.137611

ATOM  H2      0.185174      0.528196      0.052311

ATOM  N1      0.402103      0.517159      0.629760

ATOM  N2      0.238229      0.522254      0.581480

ATOM  C1      0.346083      0.379977      0.577168

ATOM  C2      0.222233      0.742346      0.633881

ATOM  C3      0.336071      0.738750      0.667494

ATOM  O1      0.382986      0.180877      0.536568

ATOM  O2      0.138370      0.902482      0.650083

ATOM  O3      0.361091      0.895203      0.715940

ATOM  H1      0.474516      0.462757      0.637611

ATOM  H2      0.185174      0.471804      0.552311

ATOM  N1      0.097897      0.982841      0.370240

ATOM  N2      0.261771      0.977746      0.418520

ATOM  C1      0.153917      1.120023      0.422832

ATOM  C2      0.277767      0.757654      0.366119

ATOM  C3      0.163929      0.761250      0.332506

ATOM  O1      0.117014      1.319123      0.463432

ATOM  O2      0.361630      0.597518      0.349917

ATOM  O3      0.138909      0.604797      0.284060

ATOM  H1      0.025484      1.037243      0.362389

ATOM  H2      0.314826      1.028196      0.447689
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