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TITLE PARABANIC ACID AQ29 Elatt=-111.55 kJ/mol

SPACEGROUP P1

CELL   10.772315    8.050237    5.111219   89.999992   87.052610   90.000025

ATOM  N1      0.916495      0.938796      0.026147

ATOM  N2      1.120542      0.900523      0.034273

ATOM  C1      1.019814      0.976835      0.170046

ATOM  C2      1.087319      0.815861     -0.188014

ATOM  C3      0.945493      0.842367     -0.193578

ATOM  O1      1.021739      1.058341      0.369255

ATOM  O2      1.153694      0.738343     -0.343844

ATOM  O3      0.876085      0.790043     -0.354527

ATOM  H1      0.838828      0.974789      0.075503

ATOM  H2      1.199186      0.907281      0.089782

ATOM  N1      0.319243      0.314353      0.945706

ATOM  N2      0.523263      0.276226      0.955052

ATOM  C1      0.420105      0.238044      0.810592

ATOM  C2      0.493934      0.372667      1.174592

ATOM  C3      0.352152      0.399259      1.168013

ATOM  O1      0.418534      0.156410      0.611461

ATOM  O2      0.563066      0.424864      1.336176

ATOM  O3      0.285593      0.477088      1.323092

ATOM  H1      0.240693      0.307591      0.889678

ATOM  H2      0.600983      0.240178      0.906255

ATOM  N1      0.023108      0.438796      0.454853

ATOM  N2     -0.180939      0.400523      0.446727

ATOM  C1     -0.080211      0.476835      0.310954

ATOM  C2     -0.147716      0.315861      0.669014

ATOM  C3     -0.005891      0.342367      0.674578

ATOM  O1     -0.082137      0.558341      0.111745

ATOM  O2     -0.214092      0.238343      0.824845

ATOM  O3      0.063517      0.290043      0.835528

ATOM  H1      0.100774      0.474789      0.405497

ATOM  H2     -0.259583      0.407281      0.391218

ATOM  N1      0.620360     -0.185647      0.535294

ATOM  N2      0.416340     -0.223774      0.525948

ATOM  C1      0.519498     -0.261956      0.670408

ATOM  C2      0.445669     -0.127333      0.306409

ATOM  C3      0.587451     -0.100741      0.312987

ATOM  O1      0.521068     -0.343590      0.869539

ATOM  O2      0.376537     -0.075136      0.144825

ATOM  O3      0.654010     -0.022912      0.157909

ATOM  H1      0.698909     -0.192409      0.591323

ATOM  H2      0.338620     -0.259822      0.574746
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