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TITLE PARABANIC ACID BB31 Elatt=-105.75 kJ/mol

SPACEGROUP P212121

CELL   16.243928    4.979989    5.356727   89.999990   90.000000   90.000000

ATOM  N1      0.919071      0.036274      0.752957

ATOM  N2      0.832332      0.027906      0.432344

ATOM  C1      0.898489     -0.110649      0.539286

ATOM  C2      0.809521      0.254780      0.565816

ATOM  C3      0.869774      0.260524      0.788736

ATOM  O1      0.930931     -0.313966      0.463065

ATOM  O2      0.754860      0.413822      0.519733

ATOM  O3      0.872731      0.424845      0.956193

ATOM  H1      0.960809     -0.014071      0.855847

ATOM  H2      0.807645     -0.028803      0.289560
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