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TITLE PARABANIC ACID EXPTMINOPT Elatt=-111.39 kJ/mol

SPACEGROUP P1

CELL   10.774004    8.051148    5.113010   90.000000   92.894920   90.000000

ATOM  N1      0.196287      0.330642      0.464462

ATOM  N2      0.400377      0.293106      0.456204

ATOM  C1      0.299565      0.369151      0.320643

ATOM  C2      0.367270      0.208350      0.678463

ATOM  C3      0.225440      0.234524      0.684305

ATOM  O1      0.301388      0.450704      0.121542

ATOM  O2      0.433725      0.130925      0.834046

ATOM  O3      0.156157      0.182344      0.845654

ATOM  H1      0.118603      0.366555      0.415380

ATOM  H2      0.479015      0.300192      0.400708

ATOM  N1      0.303713      0.830642      0.035538

ATOM  N2      0.099623      0.793106      0.043796

ATOM  C1      0.200435      0.869151      0.179357

ATOM  C2      0.132730      0.708350     -0.178463

ATOM  C3      0.274560      0.734524     -0.184305

ATOM  O1      0.198612      0.950704      0.378458

ATOM  O2      0.066275      0.630925     -0.334046

ATOM  O3      0.343843      0.682344     -0.345654

ATOM  H1      0.381397      0.866555      0.084620

ATOM  H2      0.020985      0.800192      0.099292

ATOM  N1      0.803713      0.669358      0.535538

ATOM  N2      0.599623      0.706894      0.543796

ATOM  C1      0.700435      0.630849      0.679357

ATOM  C2      0.632730      0.791650      0.321537

ATOM  C3      0.774561      0.765476      0.315695

ATOM  O1      0.698612      0.549297      0.878458

ATOM  O2      0.566275      0.869075      0.165954

ATOM  O3      0.843843      0.817657      0.154347

ATOM  H1      0.881373      0.633269      0.584438

ATOM  H2      0.521016      0.700036      0.599527

ATOM  N1      0.696287      0.169358      0.964462

ATOM  N2      0.900377      0.206894      0.956204

ATOM  C1      0.799565      0.130849      0.820643

ATOM  C2      0.867270      0.291650      1.178463

ATOM  C3      0.725439      0.265476      1.184305

ATOM  O1      0.801388      0.049297      0.621542

ATOM  O2      0.933725      0.369075      1.334046

ATOM  O3      0.656157      0.317657      1.345653

ATOM  H1      0.618627      0.133269      0.915562

ATOM  H2      0.978984      0.200036      0.900473
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