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Ia

Standard orientation:

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

Center     Atomic     Atomic              Coordinates (Angstroms)

Number     Number      Type              X           Y           Z

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

1          6             0       -4.099627    0.734188    1.272605

2          6             0       -3.680373    1.439451    0.055919

3          6             0       -2.851527    0.557844    2.032514

4          6             0       -2.257185    1.737339    0.116084

5          6             0       -1.746712    1.195217    1.333875

6          6             0       -2.533632   -0.822059    2.164536

7          6             0       -0.732855    0.225447    1.001944

8          6             0       -1.224869   -1.012971    1.456937

9          6             0       -1.561316    1.110782   -0.978030

10          6             0       -0.370211    0.227494   -0.509270

11          6             0       -3.894210    0.625674   -1.093712

12          6             0       -4.337170   -0.631476   -0.591953

13          6             0       -4.519693   -0.574773    0.866587

14          6             0       -3.510198   -1.509782    1.385911

15          6             0       -2.538637    0.384236   -1.685993

16          6             0       -0.869798   -1.258100   -0.956543

17          6             0       -2.230390   -0.989668   -1.634040

18          6             0       -3.322276   -1.615435   -0.930517

19          6             0       -2.814864   -2.159740    0.288098

20          6             0       -1.405360   -1.863582    0.352298

21          6             0        1.764963   -1.767486   -1.044348

22          6             0        2.038101   -0.483851   -0.627365

23          7             0        2.781072   -2.624179   -0.677846

24          6             0        3.313816   -0.539206    0.048482

25          6             0        1.061995    0.626166   -0.964442

26          6             0        3.745940   -1.898578   -0.004389

27          1             0        2.763466   -3.626136   -0.792425

28          6             0        4.158138    0.401250    0.672769

29          6             0        4.955567   -2.330292    0.547662

30          6             0        5.360848   -0.026285    1.219651

31          1             0        3.871126    1.444864    0.726566

32          6             0        5.756775   -1.377596    1.163909

33          1             0        5.256487   -3.373433    0.494803

34          1             0        6.012318    0.697457    1.701955

35          1             0        6.702444   -1.679159    1.605767

36          1             0        0.989414    0.664288   -2.064363

37          6             0        1.437225    2.012266   -0.511419

38          6             0        1.495635    2.618693    0.731659

39          6             0        1.929503    3.961590    0.544319

40          1             0        1.265043    2.143823    1.674881

41          6             0        2.123479    4.147040   -0.807685

42          1             0        2.077491    4.706176    1.314676

43          1             0        2.443135    5.011976   -1.370533

44          7             0        1.819445    2.963848   -1.434615

45          1             0        1.882480    2.800190   -2.428402

46          16             0        0.335810   -2.253816   -1.946502
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