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TITLE PARABANIC ACID AM33 Elatt=-111.66 kJ/mol

SPACEGROUP P1

CELL    5.109292    8.049644   10.770316   90.000000   86.984180   90.000000

ATOM  N1      0.901560      0.228613      0.975379

ATOM  N2      0.910915      0.189380      1.179315

ATOM  C1      0.766566      0.151601      1.076081

ATOM  C2      1.130456      0.286048      1.150158

ATOM  C3      1.124057      0.313229      1.008410

ATOM  O1      0.567497      0.069853      1.074357

ATOM  O2      1.291874      0.338083      1.219400

ATOM  O3      1.279525      0.391092      0.941940

ATOM  H1      0.845740      0.222056      0.896795

ATOM  H2      0.862173      0.152844      1.256957

ATOM  N1      0.991689      0.813812      0.777271

ATOM  N2      0.982801      0.852717      0.573283

ATOM  C1      1.127034      0.890544      0.676546

ATOM  C2      0.763188      0.756104      0.602417

ATOM  C3      0.769449      0.728971      0.744176

ATOM  O1      1.326168      0.972226      0.678287

ATOM  O2      0.601755      0.704127      0.533160

ATOM  O3      0.614217      0.650845      0.810588

ATOM  H1      1.047543      0.820289      0.855852

ATOM  H2      1.031774      0.889076      0.495621

ATOM  N1      0.492116      0.728613      0.277189

ATOM  N2      0.482761      0.689380      0.073253

ATOM  C1      0.627110      0.651601      0.176486

ATOM  C2      0.263220      0.786048      0.102409

ATOM  C3      0.269619      0.813229      0.244158

ATOM  O1      0.826179      0.569853      0.178210

ATOM  O2      0.101802      0.838083      0.033167

ATOM  O3      0.114152      0.891092      0.310627

ATOM  H1      0.547936      0.722056      0.355773

ATOM  H2      0.531503      0.652844     -0.004390

ATOM  N1      0.401987      0.313812      0.475296

ATOM  N2      0.410875      0.352717      0.679284

ATOM  C1      0.266643      0.390544      0.576022

ATOM  C2      0.630488      0.256104      0.650150

ATOM  C3      0.624227      0.228971      0.508391

ATOM  O1      0.067509      0.472226      0.574280

ATOM  O2      0.791921      0.204127      0.719407

ATOM  O3      0.779460      0.150845      0.441980

ATOM  H1      0.346133      0.320289      0.396715

ATOM  H2      0.361902      0.389076      0.756946

END

