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1-AZA-2-ADAMANTANONE

       Standard orientation of the MP2/6-31G* optimized structure                         

 ---------------------------------------------------------------------

 Center     Atomic     Atomic              Coordinates (Angstroms)

 Number     Number      Type              X           Y           Z

 ---------------------------------------------------------------------

    1          6             0        0.245494   -1.234632    1.269003

    2          1             0        0.878504   -1.223487    2.166734

    3          1             0       -0.377386   -2.137406    1.323024

    4          6             0        1.102719   -1.250750   -0.001273

    5          1             0        1.719241   -2.159943   -0.027653

    6          6             0       -0.644581    0.023442    1.256298

    7          1             0       -1.325000    0.039420    2.114757

    8          6             0        0.248554    1.278897    1.224495

    9          1             0        0.881350    1.298170    2.122235

   10          1             0       -0.372095    2.184560    1.246175

   11          6             0        1.994003   -0.002900   -0.038965

   12          1             0        2.628347   -0.019551   -0.936016

   13          1             0        2.665842    0.011576    0.830035

   14          6             0        1.105880    1.247771   -0.045390

   15          1             0        1.724713    2.153879   -0.103973

   16          6             0        0.169921    1.187253   -1.257212

   17          1             0       -0.487204    2.065336   -1.292678

   18          1             0        0.737619    1.165445   -2.196355

   19          6             0        0.167038   -1.230755   -1.214699

   20          1             0       -0.492185   -2.107964   -1.219479

   21          1             0        0.734963   -1.243235   -2.153876

   22          6             0       -1.476874    0.001198   -0.013443

   23          7             0       -0.688765   -0.020678   -1.235544

   24          8             0       -2.696035    0.000100   -0.037126

E = -479.2035228 hartrees

    Standard orientation of the MP2(full)/6-31+G* optimized structure                        

 ---------------------------------------------------------------------

 Center     Atomic     Atomic              Coordinates (Angstroms)

 Number     Number      Type              X           Y           Z

 ---------------------------------------------------------------------

    1          6             0        -.242457    1.241282    1.260184

    2          1             0        -.873069    1.236300    2.160331

    3          1             0         .381617    2.144355    1.307549

    4          6             0       -1.101305    1.250287    -.007034

    5          1             0       -1.717923    2.160008    -.037720

    6          6             0         .645364    -.016978    1.254573

    7          1             0        1.326240    -.028734    2.113151

    8          6             0        -.247080   -1.271727    1.229582

    9          1             0        -.877684   -1.285655    2.129647

   10          1             0         .373793   -2.177859    1.255664

   11          6             0       -1.992027     .003365    -.038015

   12          1             0       -2.626536     .015327    -.935787

   13          1             0       -2.664693    -.006041     .831182

   14          6             0       -1.105577   -1.246920    -.037532

   15          1             0       -1.725234   -2.153550    -.090637

   16          6             0        -.171651   -1.195335   -1.248746

   17          1             0         .487003   -2.072869   -1.280666

   18          1             0        -.737556   -1.176618   -2.189416

   19          6             0        -.167492    1.225485   -1.219240

   20          1             0         .494399    2.101105   -1.229280

   21          1             0        -.733201    1.232049   -2.160179

   22          6             0        1.472852    -.001943    -.014315

   23          7             0         .685242     .013494   -1.232410

   24          8             0        2.694049    -.000920    -.040463

E = -479.2828203 hartrees

FORMAMIDE

   Standard orientation of the MP2(full)/6-31+G* optimized structure                       

 ---------------------------------------------------------------------

 Center     Atomic     Atomic              Coordinates (Angstroms)

 Number     Number      Type              X           Y           Z

 ---------------------------------------------------------------------

    1          6             0        0.000000    0.423204    0.000000

    2          7             0       -0.950919   -0.550080    0.000000

    3          8             0        1.210403    0.214903    0.000000

    4          1             0       -0.424639    1.441143    0.000000

    5          1             0       -0.665961   -1.521941    0.000000

    6          1             0       -1.936189   -0.327096    0.000000

E = -169.4218681 hartrees

Syn transition state

   Standard orientation of the MP2(full)/6-31+G* optimized structure                       

 ---------------------------------------------------------------------

 Center     Atomic     Atomic              Coordinates (Angstroms)

 Number     Number      Type              X           Y           Z

 ---------------------------------------------------------------------

    1          6             0         .180939     .375109    -.000021

    2          8             0        1.218906    -.257157     .000004

    3          7             0       -1.109049    -.254781     .000010

    4          1             0         .202426    1.481690    -.000002

    5          1             0       -1.637923     .054233     .818183

    6          1             0       -1.638039     .054142    -.818158

E = -169.3904308 hartrees

Anti transition state

     Input orientation of the MP2(full)/6-31+G* optimized structure                          

 ---------------------------------------------------------------------

 Center     Atomic     Atomic              Coordinates (Angstroms)

 Number     Number      Type              X           Y           Z

 ---------------------------------------------------------------------

    1          6             0        0.000385    0.458048    0.000000

    2          8             0       -1.195103    0.216100    0.000000

    3          7             0        1.048706   -0.528697    0.000000

    4          1             0        0.371975    1.492956    0.000000

    5          1             0        0.921223   -1.134350    0.814051

    6          1             0        0.921223   -1.134350   -0.814051

E = -169.3942496 hartrees


