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TITLE PARABANIC ACID DE10 Elatt=-105.33 kJ/mol

SPACEGROUP C2/c

CELL   10.383178    5.198675   16.790705   90.000000  146.152555   75.502295

ATOM  N1      0.511536      0.336851      0.933786

ATOM  N2      0.833407      0.234734      1.013192

ATOM  C1      0.717907      0.398074      1.021812

ATOM  C2      0.712521      0.072622      0.924723

ATOM  C3      0.488942      0.143387      0.869612

ATOM  O1      0.782680      0.558146      1.090663

ATOM  O2      0.768029     -0.088605      0.896325

ATOM  O3      0.330669      0.049586      0.788631

ATOM  H1      0.405433      0.417807      0.921555

ATOM  H2      0.973683      0.237730      1.061710

END

