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TITLE PARABANIC ACID AM32 Elatt=-111.41 kJ/mol

SPACEGROUP P1

CELL    5.113753    8.049224   10.774583   90.000000   92.875582   90.000000

ATOM  N1      0.964844      0.330884      0.696275

ATOM  N2      0.956207      0.293241      0.900332

ATOM  C1      0.820698      0.369204      0.799495

ATOM  C2      1.178558      0.208537      0.867271

ATOM  C3      1.184478      0.234606      0.725438

ATOM  O1      0.621502      0.450661      0.801273

ATOM  O2      1.334208      0.131267      0.933767

ATOM  O3      1.345588      0.182111      0.656144

ATOM  H1      0.915687      0.366624      0.618565

ATOM  H2      0.900505      0.300226      0.978942

ATOM  N1      0.535156      0.830884      0.803725

ATOM  N2      0.543793      0.793241      0.599668

ATOM  C1      0.679302      0.869204      0.700505

ATOM  C2      0.321442      0.708537      0.632729

ATOM  C3      0.315522      0.734606      0.774562

ATOM  O1      0.878498      0.950661      0.698727

ATOM  O2      0.165792      0.631267      0.566233

ATOM  O3      0.154412      0.682111      0.843856

ATOM  H1      0.584313      0.866624      0.881435

ATOM  H2      0.599495      0.800226      0.521058

ATOM  N1      0.035155      0.669115      0.303725

ATOM  N2      0.043793      0.706759      0.099668

ATOM  C1      0.179302      0.630796      0.200505

ATOM  C2     -0.178558      0.791462      0.132729

ATOM  C3     -0.184478      0.765394      0.274562

ATOM  O1      0.378498      0.549339      0.198727

ATOM  O2     -0.334209      0.868733      0.066233

ATOM  O3     -0.345588      0.817889      0.343856

ATOM  H1      0.084495      0.633553      0.381459

ATOM  H2      0.099259      0.699546      0.021027

ATOM  N1      0.464845      0.169115      0.196275

ATOM  N2      0.456207      0.206759      0.400332

ATOM  C1      0.320698      0.130796      0.299495

ATOM  C2      0.678558      0.291462      0.367271

ATOM  C3      0.684478      0.265394      0.225438

ATOM  O1      0.121502      0.049339      0.301273

ATOM  O2      0.834209      0.368733      0.433767

ATOM  O3      0.845588      0.317889      0.156144

ATOM  H1      0.415505      0.133553      0.118541

ATOM  H2      0.400741      0.199546      0.478973
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