 * This feff.inp file generated by ATOMS, version 2.50     

 * ATOMS written by and copyright (c) Bruce Ravel, 1992-1999

 * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- *

 *       total mu =    27798.7 cm^-1, delta mu =    25017.2 cm^-1

 *       specific gravity =  4.417, cluster contains  403 atoms.

 * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- *

 *       mcmaster corrections:  0.00766 ang^2 and  0.365E-04 ang^4

 * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- * -- *

 TITLE   name:    Mg Cr2 O4

 TITLE   unit cell written as space group p 1

 EDGE      K 

 S02       1.0

 *         pot    xsph  fms   paths genfmt ff2chi

 CONTROL   1      1     1     1     1      1

 PRINT     1      0     0     0     0      0

 SCF  5.89      

 XANES   6.34  

 FMS   6.34  

 SPIN 2

 POTENTIALS

 *   ipot   z [ label   l_scmt  l_fms  ]

       0    8    O       3       3 

       1   12    Mg      3       3  

       2   24    crup    3       3

       3   24    crdown  3       3

       4    8    O       3       3      

 ATOMS

   0.00000     0.00000     0.00000    0   o3_1             0.00000

  -1.13482    -1.13482    -1.13482    1   mg1_1            1.96556

   1.98968    -0.09332    -0.09332    3   crdown           1.99405

  -0.09332     1.98968    -0.09332    2   crup             1.99405

  -0.09332    -0.09332     1.98968    3   crdown           1.99405

   1.89636     0.00000     1.89636    4   o3_23            2.68186

   1.89636     1.89636     0.00000    4   o3_27            2.68186

   0.00000     1.89636     1.89636    4   o3_13            2.68186

  -2.08300    -0.18664     2.08300    4   o3_22            2.95171

  -0.18664     2.08300    -2.08300    4   o3_12            2.95171

   2.08300    -2.08300    -0.18664    4   o3_32            2.95171

  -2.08300     2.08300    -0.18664    4   o3_30            2.95171

   2.08300    -0.18664    -2.08300    4   o3_20            2.95171

  -0.18664    -2.08300     2.08300    4   o3_16            2.95171

  -2.26964     0.00000    -2.26964    4   o3_17            3.20975

  -2.26964    -2.26964     0.00000    4   o3_25            3.20975

   0.00000    -2.26964    -2.26964    4   o3_9             3.20975

   1.98968     1.98968     1.98968    2   crup             3.44623

   0.94818     0.94818    -3.21782    1   mg1_4            3.48604

  -3.21782     0.94818     0.94818    1   mg1_6            3.48604

   0.94818    -3.21782     0.94818    1   mg1_8            3.48604

  -2.17632     1.98968    -2.17632    2   crup             3.66491

  -2.17632    -2.17632     1.98968    2   crup             3.66491

   1.98968    -2.17632    -2.17632    2   crup             3.66491

  -0.18664     3.97936    -0.18664    4   o3_8             3.98811

   3.97936    -0.18664    -0.18664    4   o3_6             3.98811

  -0.18664    -0.18664     3.97936    4   o3_4             3.98811

  -0.18664    -0.18664    -4.35264    4   o3_4             4.36063

  -4.35264    -0.18664    -0.18664    4   o3_6             4.36063

  -0.18664    -4.35264    -0.18664    4   o3_8             4.36063

   3.03118     3.03118    -1.13482    1   mg1_3            4.43440

   3.03118    -1.13482     3.03118    1   mg1_7            4.43440

  -1.13482     3.03118     3.03118    1   mg1_5            4.43440

  -2.17632     4.07268    -0.09332    3   crdown           4.61864

   4.07268    -2.17632    -0.09332    2   crup             4.61864

  -0.09332     4.07268    -2.17632    3   crdown           4.61864

   4.07268    -0.09332    -2.17632    3   crdown           4.61864

  -0.09332    -2.17632     4.07268    2   crup             4.61864

  -2.17632    -0.09332     4.07268    3   crdown           4.61864

  -0.09332    -2.17632    -4.25932    2   crup             4.78402

  -2.17632    -4.25932    -0.09332    3   crdown           4.78402

  -2.17632    -0.09332    -4.25932    3   crdown           4.78402

  -4.25932    -0.09332    -2.17632    3   crdown           4.78402

  -4.25932    -2.17632    -0.09332    2   crup             4.78402

  -0.09332    -4.25932    -2.17632    3   crdown           4.78402

  -2.08300    -2.08300     3.97936    4   o3_26            4.95107

   3.97936    -2.08300    -2.08300    4   o3_10            4.95107

   3.97936     2.08300     2.08300    4   o3_14            4.95107

   2.08300     3.97936     2.08300    4   o3_24            4.95107

  -2.08300     3.97936    -2.08300    4   o3_18            4.95107

   2.08300     2.08300     3.97936    4   o3_28            4.95107

  -2.26964     1.89636    -4.16600    4   o3_29            5.10911

  -4.16600     1.89636    -2.26964    4   o3_11            5.10911

   1.89636    -2.26964    -4.16600    4   o3_31            5.10911

   1.89636    -4.16600    -2.26964    4   o3_19            5.10911

  -4.16600    -2.26964     1.89636    4   o3_15            5.10911

   4.16600    -2.26964     1.89636    4   o3_15            5.10911

   4.16600     1.89636    -2.26964    4   o3_11            5.10911

   1.89636     4.16600    -2.26964    4   o3_19            5.10911

  -2.26964     1.89636     4.16600    4   o3_29            5.10911

   1.89636    -2.26964     4.16600    4   o3_31            5.10911

  -2.26964     4.16600     1.89636    4   o3_21            5.10911

  -2.26964    -4.16600     1.89636    4   o3_21            5.10911

  -4.35264     2.08300     2.08300    4   o3_14            5.25578

   2.08300    -4.35264     2.08300    4   o3_24            5.25578

   2.08300     2.08300    -4.35264    4   o3_28            5.25578

  -4.35264    -2.08300    -2.08300    4   o3_10            5.25578

  -2.08300    -4.35264    -2.08300    4   o3_18            5.25578

  -2.08300    -2.08300    -4.35264    4   o3_26            5.25578

   5.11418     0.94818     0.94818    1   mg1_6            5.28705

   0.94818     0.94818     5.11418    1   mg1_4            5.28705

   0.94818     5.11418     0.94818    1   mg1_8            5.28705

  -3.21782    -3.21782    -3.21782    1   mg1_2            5.57342

  -4.16600     0.00000    -4.16600    4   o3_7             5.89161

   0.00000    -4.16600    -4.16600    4   o3_5             5.89161

   4.16600    -4.16600     0.00000    4   o3_3             5.89161

   0.00000     4.16600    -4.16600    4   o3_5             5.89161

   4.16600     0.00000     4.16600    4   o3_7             5.89161

   4.16600     4.16600     0.00000    4   o3_3             5.89161

  -4.16600     0.00000     4.16600    4   o3_7             5.89161

   0.00000     4.16600     4.16600    4   o3_5             5.89161

   0.00000    -4.16600     4.16600    4   o3_5             5.89161

  -4.16600     4.16600     0.00000    4   o3_3             5.89161

   4.16600     0.00000    -4.16600    4   o3_7             5.89161

  -4.16600    -4.16600     0.00000    4   o3_3             5.89161

   4.07268     4.07268     1.98968    3   crdown           6.09363

   1.98968     4.07268     4.07268    3   crdown           6.09363

   4.07268     1.98968     4.07268    2   crup             6.09363

   3.03118    -1.13482    -5.30082    1   mg1_7            6.21084

  -1.13482    -5.30082     3.03118    1   mg1_5            6.21084

  -5.30082    -1.13482     3.03118    1   mg1_7            6.21084

  -5.30082     3.03118    -1.13482    1   mg1_3            6.21084

   3.03118    -5.30082    -1.13482    1   mg1_3            6.21084

  -1.13482     3.03118    -5.30082    1   mg1_5            6.21084

   4.07268     1.98968    -4.25932    2   crup             6.21992

  -4.25932     4.07268     1.98968    3   crdown           6.21992

  -4.25932     1.98968     4.07268    2   crup             6.21992

   1.98968     4.07268    -4.25932    3   crdown           6.21992

   1.98968    -4.25932     4.07268    3   crdown           6.21992

   4.07268    -4.25932     1.98968    3   crdown           6.21992

  -0.09332    -0.09332    -6.34232    3   crdown           6.34369

  -0.09332    -6.34232    -0.09332    2   crup             6.34369

  -6.34232    -0.09332    -0.09332    3   crdown           6.34369

   1.98968    -4.25932    -4.25932    3   crdown           6.34369

  -4.25932     1.98968    -4.25932    2   crup             6.34369

  -4.25932    -4.25932     1.98968    3   crdown           6.34369

END

  -2.26964     6.06236     0.00000    4   o3_25            6.47329

   6.06236    -2.26964     0.00000    4   o3_25            6.47329

   0.00000     6.06236    -2.26964    4   o3_9             6.47329

   0.00000    -2.26964     6.06236    4   o3_9             6.47329

  -2.26964     0.00000     6.06236    4   o3_17            6.47329

   6.06236     0.00000    -2.26964    4   o3_17            6.47329

  -2.08300    -0.18664    -6.24900    4   o3_22            6.58967

  -0.18664    -2.08300    -6.24900    4   o3_16            6.58967

  -2.08300    -6.24900    -0.18664    4   o3_30            6.58967

  -0.18664    -6.24900    -2.08300    4   o3_12            6.58967

  -6.24900    -0.18664    -2.08300    4   o3_20            6.58967

  -6.24900    -2.08300    -0.18664    4   o3_32            6.58967

   2.08300    -0.18664     6.24900    4   o3_20            6.58967

  -0.18664     6.24900     2.08300    4   o3_16            6.58967

  -0.18664     2.08300     6.24900    4   o3_12            6.58967

   6.24900     2.08300    -0.18664    4   o3_30            6.58967

   6.24900    -0.18664     2.08300    4   o3_22            6.58967

   2.08300     6.24900    -0.18664    4   o3_32            6.58967

   1.89636    -6.43564     0.00000    4   o3_27            6.70922

  -6.43564     0.00000     1.89636    4   o3_23            6.70922

   0.00000    -6.43564     1.89636    4   o3_13            6.70922

   0.00000     1.89636    -6.43564    4   o3_13            6.70922

  -6.43564     1.89636     0.00000    4   o3_27            6.70922

   1.89636     0.00000    -6.43564    4   o3_23            6.70922

   6.15568    -2.17632     1.98968    2   crup             6.82551

   1.98968     6.15568    -2.17632    2   crup             6.82551

  -2.17632     6.15568     1.98968    2   crup             6.82551

   1.98968    -2.17632     6.15568    2   crup             6.82551

  -2.17632     1.98968     6.15568    2   crup             6.82551

   6.15568     1.98968    -2.17632    2   crup             6.82551

  -3.21782    -3.21782     5.11418    1   mg1_2            6.84570

  -3.21782     5.11418    -3.21782    1   mg1_2            6.84570

   5.11418    -3.21782    -3.21782    1   mg1_2            6.84570

   3.97936     3.97936     3.97936    4   o3_2             6.89246

   1.98968     1.98968    -6.34232    2   crup             6.93849

   1.98968    -6.34232     1.98968    2   crup             6.93849

  -6.34232     1.98968     1.98968    2   crup             6.93849

  -2.17632    -6.34232    -2.17632    2   crup             7.04966

  -2.17632    -2.17632    -6.34232    2   crup             7.04966

  -6.34232    -2.17632    -2.17632    2   crup             7.04966

   3.97936     3.97936    -4.35264    4   o3_2             7.11450

   3.97936    -4.35264     3.97936    4   o3_2             7.11450

  -4.35264     3.97936     3.97936    4   o3_2             7.11450

  -4.35264    -4.35264     3.97936    4   o3_2             7.32982

  -4.35264     3.97936    -4.35264    4   o3_2             7.32982

   3.97936    -4.35264    -4.35264    4   o3_2             7.32982

  -1.13482     7.19718    -1.13482    1   mg1_1            7.37394

  -1.13482    -1.13482     7.19718    1   mg1_1            7.37394

   7.19718    -1.13482    -1.13482    1   mg1_1            7.37394

   6.15568    -0.09332     4.07268    3   crdown           7.38159

  -0.09332     4.07268     6.15568    3   crdown           7.38159

   4.07268     6.15568    -0.09332    2   crup             7.38159

  -0.09332     6.15568     4.07268    2   crup             7.38159

   4.07268    -0.09332     6.15568    3   crdown           7.38159

   6.15568     4.07268    -0.09332    3   crdown           7.38159

  -4.25932     6.15568    -0.09332    2   crup             7.48618

  -0.09332    -4.25932     6.15568    3   crdown           7.48618

  -0.09332     6.15568    -4.25932    2   crup             7.48618

   6.15568    -4.25932    -0.09332    3   crdown           7.48618

   6.15568    -0.09332    -4.25932    3   crdown           7.48618

  -4.25932    -0.09332     6.15568    3   crdown           7.48618

  -4.35264    -4.35264    -4.35264    4   o3_2             7.53899

  -5.30082    -5.30082    -1.13482    1   mg1_3            7.58190

  -5.30082    -1.13482    -5.30082    1   mg1_7            7.58190

  -1.13482    -5.30082    -5.30082    1   mg1_5            7.58190

  -4.16600     6.06236     1.89636    4   o3_15            7.59631

   1.89636     6.06236    -4.16600    4   o3_31            7.59631

   6.06236    -4.16600     1.89636    4   o3_21            7.59631

   1.89636     6.06236     4.16600    4   o3_31            7.59631

   6.06236     1.89636     4.16600    4   o3_29            7.59631

   6.06236     4.16600     1.89636    4   o3_21            7.59631

   1.89636     4.16600     6.06236    4   o3_19            7.59631

   4.16600     6.06236     1.89636    4   o3_15            7.59631

   4.16600     1.89636     6.06236    4   o3_11            7.59631

  -4.16600     1.89636     6.06236    4   o3_11            7.59631

   1.89636    -4.16600     6.06236    4   o3_19            7.59631

   6.06236     1.89636    -4.16600    4   o3_29            7.59631

   2.08300     3.97936    -6.24900    4   o3_24            7.69573

   3.97936     2.08300    -6.24900    4   o3_14            7.69573

  -6.24900     2.08300     3.97936    4   o3_28            7.69573

  -6.24900     3.97936     2.08300    4   o3_24            7.69573

   6.24900     3.97936    -2.08300    4   o3_18            7.69573

   2.08300    -6.24900     3.97936    4   o3_28            7.69573

   3.97936    -2.08300     6.24900    4   o3_10            7.69573

   3.97936    -6.24900     2.08300    4   o3_14            7.69573

   3.97936     6.24900    -2.08300    4   o3_10            7.69573

   6.24900    -2.08300     3.97936    4   o3_26            7.69573

  -2.08300     3.97936     6.24900    4   o3_18            7.69573

  -2.08300     6.24900     3.97936    4   o3_26            7.69573

  -4.35264     2.08300    -6.24900    4   o3_14            7.89521

  -2.08300    -4.35264     6.24900    4   o3_18            7.89521

   2.08300    -4.35264    -6.24900    4   o3_24            7.89521

   6.24900    -4.35264    -2.08300    4   o3_18            7.89521

   6.24900    -2.08300    -4.35264    4   o3_26            7.89521

  -2.08300     6.24900    -4.35264    4   o3_26            7.89521

   2.08300    -6.24900    -4.35264    4   o3_28            7.89521

  -6.24900    -4.35264     2.08300    4   o3_24            7.89521

  -6.24900     2.08300    -4.35264    4   o3_28            7.89521

  -4.35264    -6.24900     2.08300    4   o3_14            7.89521

  -4.35264     6.24900    -2.08300    4   o3_10            7.89521

  -4.35264    -2.08300     6.24900    4   o3_10            7.89521

   5.11418     5.11418    -3.21782    1   mg1_2            7.91606

   5.11418    -3.21782     5.11418    1   mg1_2            7.91606

  -3.21782     5.11418     5.11418    1   mg1_2            7.91606

  -6.43564     4.16600    -2.26964    4   o3_19            7.99526

  -4.16600    -6.43564    -2.26964    4   o3_11            7.99526

  -6.43564    -4.16600    -2.26964    4   o3_19            7.99526

  -2.26964    -6.43564     4.16600    4   o3_29            7.99526

  -6.43564    -2.26964     4.16600    4   o3_31            7.99526

  -4.16600    -2.26964    -6.43564    4   o3_15            7.99526

   4.16600    -2.26964    -6.43564    4   o3_15            7.99526

   4.16600    -6.43564    -2.26964    4   o3_11            7.99526

  -6.43564    -2.26964    -4.16600    4   o3_31            7.99526

  -2.26964    -6.43564    -4.16600    4   o3_29            7.99526

  -2.26964    -4.16600    -6.43564    4   o3_21            7.99526

  -2.26964     4.16600    -6.43564    4   o3_21            7.99526

  -7.38382    -3.21782     0.94818    1   mg1_8            8.11013

  -3.21782    -7.38382     0.94818    1   mg1_6            8.11013

  -7.38382     0.94818    -3.21782    1   mg1_4            8.11013

   0.94818    -3.21782    -7.38382    1   mg1_8            8.11013

   0.94818    -7.38382    -3.21782    1   mg1_4            8.11013

  -3.21782     0.94818    -7.38382    1   mg1_6            8.11013

   0.00000     0.00000    -8.33200    4   o3_1             8.33200

  -8.33200     0.00000     0.00000    4   o3_1             8.33200

   8.33200     0.00000     0.00000    4   o3_1             8.33200

   0.00000    -8.33200     0.00000    4   o3_1             8.33200

   0.00000     0.00000     8.33200    4   o3_1             8.33200

   0.00000     8.33200     0.00000    4   o3_1             8.33200

   3.03118     7.19718     3.03118    1   mg1_7            8.37708

   7.19718     3.03118     3.03118    1   mg1_5            8.37708

   3.03118     3.03118     7.19718    1   mg1_3            8.37708

  -0.09332     8.23868     1.98968    3   crdown           8.47605

   1.98968     8.23868    -0.09332    3   crdown           8.47605

   8.23868    -0.09332     1.98968    3   crdown           8.47605

  -0.09332     1.98968     8.23868    2   crup             8.47605

   1.98968    -0.09332     8.23868    3   crdown           8.47605

   8.23868     1.98968    -0.09332    2   crup             8.47605

   4.07268     4.07268    -6.34232    3   crdown           8.56729

   4.07268    -6.34232     4.07268    2   crup             8.56729

  -6.34232     4.07268     4.07268    3   crdown           8.56729

   6.06236     6.06236     0.00000    4   o3_25            8.57348

   6.06236     0.00000     6.06236    4   o3_17            8.57348

   0.00000     6.06236     6.06236    4   o3_9             8.57348

  -4.25932    -6.34232     4.07268    2   crup             8.65757

  -4.25932     4.07268    -6.34232    3   crdown           8.65757

   4.07268    -6.34232    -4.25932    2   crup             8.65757

   4.07268    -4.25932    -6.34232    3   crdown           8.65757

  -6.34232     4.07268    -4.25932    3   crdown           8.65757

  -6.34232    -4.25932     4.07268    3   crdown           8.65757

  -8.42532     1.98968    -0.09332    2   crup             8.65757

  -0.09332    -8.42532     1.98968    3   crdown           8.65757

   1.98968    -8.42532    -0.09332    3   crdown           8.65757

  -8.42532    -0.09332     1.98968    3   crdown           8.65757

   1.98968    -0.09332    -8.42532    3   crdown           8.65757

  -0.09332     1.98968    -8.42532    2   crup             8.65757

   8.14536    -2.08300     2.08300    4   o3_16            8.66168

  -2.08300     8.14536     2.08300    4   o3_22            8.66168

   2.08300     8.14536    -2.08300    4   o3_20            8.66168

   2.08300    -2.08300     8.14536    4   o3_32            8.66168

  -2.08300     2.08300     8.14536    4   o3_30            8.66168

   8.14536     2.08300    -2.08300    4   o3_12            8.66168

  -4.25932    -6.34232    -4.25932    2   crup             8.74692

  -6.34232    -4.25932    -4.25932    3   crdown           8.74692

  -4.25932    -4.25932    -6.34232    3   crdown           8.74692

   8.33200     1.89636     1.89636    4   o3_13            8.75298

  -8.33200     1.89636     1.89636    4   o3_13            8.75298

   1.89636     8.33200     1.89636    4   o3_23            8.75298

   1.89636     1.89636     8.33200    4   o3_27            8.75298

   1.89636    -8.33200     1.89636    4   o3_23            8.75298

   1.89636     1.89636    -8.33200    4   o3_27            8.75298

  -0.18664    -6.24900     6.24900    4   o3_12            8.83939

   6.24900    -0.18664    -6.24900    4   o3_22            8.83939

   6.24900    -6.24900    -0.18664    4   o3_30            8.83939

  -0.18664     6.24900    -6.24900    4   o3_16            8.83939

  -6.24900     6.24900    -0.18664    4   o3_32            8.83939

  -6.24900    -0.18664     6.24900    4   o3_20            8.83939

   5.11418     5.11418     5.11418    1   mg1_2            8.85802

  -2.26964    -2.26964    -8.33200    4   o3_25            8.92887

  -8.33200    -2.26964    -2.26964    4   o3_9             8.92887

   8.33200    -2.26964    -2.26964    4   o3_9             8.92887

  -2.26964    -2.26964     8.33200    4   o3_25            8.92887

  -2.26964    -8.33200    -2.26964    4   o3_17            8.92887

  -2.26964     8.33200    -2.26964    4   o3_17            8.92887

   6.15568     6.15568     1.98968    2   crup             8.92993

   6.15568     1.98968     6.15568    2   crup             8.92993

   1.98968     6.15568     6.15568    2   crup             8.92993

  -2.08300     2.08300    -8.51864    4   o3_30            9.01360

  -8.51864    -2.08300     2.08300    4   o3_16            9.01360

  -8.51864     2.08300    -2.08300    4   o3_12            9.01360

  -2.08300    -8.51864     2.08300    4   o3_22            9.01360

   2.08300    -8.51864    -2.08300    4   o3_20            9.01360

   2.08300    -2.08300    -8.51864    4   o3_32            9.01360

   5.11418     0.94818    -7.38382    1   mg1_6            9.03187

   5.11418    -7.38382     0.94818    1   mg1_6            9.03187

   0.94818    -7.38382     5.11418    1   mg1_4            9.03187

  -7.38382     5.11418     0.94818    1   mg1_8            9.03187

  -7.38382     0.94818     5.11418    1   mg1_4            9.03187

   0.94818     5.11418    -7.38382    1   mg1_8            9.03187

   8.14536    -0.18664     3.97936    4   o3_4             9.06737

   3.97936     8.14536    -0.18664    4   o3_6             9.06737

  -0.18664     8.14536     3.97936    4   o3_4             9.06737

  -0.18664     3.97936     8.14536    4   o3_8             9.06737

   3.97936    -0.18664     8.14536    4   o3_6             9.06737

   8.14536     3.97936    -0.18664    4   o3_8             9.06737

  -6.43564    -6.43564     0.00000    4   o3_27            9.10136

   0.00000    -6.43564    -6.43564    4   o3_13            9.10136

  -6.43564     0.00000    -6.43564    4   o3_23            9.10136

  -6.34232    -2.17632     6.15568    2   crup             9.10241

  -2.17632    -6.34232     6.15568    2   crup             9.10241

   6.15568    -2.17632    -6.34232    2   crup             9.10241

   6.15568    -6.34232    -2.17632    2   crup             9.10241

  -2.17632     6.15568    -6.34232    2   crup             9.10241

  -6.34232     6.15568    -2.17632    2   crup             9.10241

  -6.34232     1.98968    -6.34232    2   crup             9.18743

  -6.34232    -6.34232     1.98968    2   crup             9.18743

   1.98968    -6.34232    -6.34232    2   crup             9.18743

  -0.18664    -4.35264     8.14536    4   o3_8             9.23727

   8.14536    -0.18664    -4.35264    4   o3_4             9.23727

   8.14536    -4.35264    -0.18664    4   o3_8             9.23727

  -0.18664     8.14536    -4.35264    4   o3_4             9.23727

  -4.35264     8.14536    -0.18664    4   o3_6             9.23727

  -4.35264    -0.18664     8.14536    4   o3_6             9.23727

   3.97936    -0.18664    -8.51864    4   o3_6             9.40411

  -8.51864     3.97936    -0.18664    4   o3_8             9.40411

  -8.51864    -0.18664     3.97936    4   o3_4             9.40411

   3.97936    -8.51864    -0.18664    4   o3_6             9.40411

  -0.18664    -8.51864     3.97936    4   o3_4             9.40411

  -0.18664     3.97936    -8.51864    4   o3_8             9.40411

   3.03118     7.19718    -5.30082    1   mg1_7            9.43855

  -5.30082     7.19718     3.03118    1   mg1_7            9.43855

  -5.30082     3.03118     7.19718    1   mg1_3            9.43855

   3.03118    -5.30082     7.19718    1   mg1_3            9.43855

   7.19718    -5.30082     3.03118    1   mg1_5            9.43855

   7.19718     3.03118    -5.30082    1   mg1_5            9.43855

   8.23868    -2.17632     4.07268    2   crup             9.44452

   4.07268     8.23868    -2.17632    3   crdown           9.44452

  -2.17632     8.23868     4.07268    3   crdown           9.44452

   4.07268    -2.17632     8.23868    2   crup             9.44452

  -2.17632     4.07268     8.23868    3   crdown           9.44452

   8.23868     4.07268    -2.17632    3   crdown           9.44452

  -4.25932    -2.17632     8.23868    2   crup             9.52649

  -2.17632    -4.25932     8.23868    3   crdown           9.52649

   8.23868    -2.17632    -4.25932    2   crup             9.52649

   8.23868    -4.25932    -2.17632    3   crdown           9.52649

  -2.17632     8.23868    -4.25932    3   crdown           9.52649

  -4.25932     8.23868    -2.17632    3   crdown           9.52649

  -4.35264    -8.51864    -0.18664    4   o3_6             9.56804

  -4.35264    -0.18664    -8.51864    4   o3_6             9.56804

  -8.51864    -0.18664    -4.35264    4   o3_4             9.56804

  -0.18664    -4.35264    -8.51864    4   o3_8             9.56804

  -0.18664    -8.51864    -4.35264    4   o3_4             9.56804

  -8.51864    -4.35264    -0.18664    4   o3_8             9.56804

  -1.13482    -1.13482    -9.46682    1   mg1_1            9.60189

  -1.13482    -9.46682    -1.13482    1   mg1_1            9.60189

  -9.46682    -1.13482    -1.13482    1   mg1_1            9.60189

  -8.42532     4.07268    -2.17632    3   crdown           9.60776

  -2.17632    -8.42532     4.07268    3   crdown           9.60776

  -8.42532    -2.17632     4.07268    2   crup             9.60776

   4.07268    -2.17632    -8.42532    2   crup             9.60776

  -2.17632     4.07268    -8.42532    3   crdown           9.60776

   4.07268    -8.42532    -2.17632    3   crdown           9.60776

  -4.25932    -8.42532    -2.17632    3   crdown           9.68835

  -8.42532    -2.17632    -4.25932    2   crup             9.68835

  -2.17632    -8.42532    -4.25932    3   crdown           9.68835

  -4.25932    -2.17632    -8.42532    2   crup             9.68835

  -2.17632    -4.25932    -8.42532    3   crdown           9.68835

  -8.42532    -4.25932    -2.17632    3   crdown           9.68835

   6.24900     3.97936     6.24900    4   o3_18            9.69202

   3.97936     6.24900     6.24900    4   o3_10            9.69202

  -6.24900    -6.24900     3.97936    4   o3_28            9.69202

   3.97936    -6.24900    -6.24900    4   o3_14            9.69202

  -6.24900     3.97936    -6.24900    4   o3_24            9.69202

   6.24900     6.24900     3.97936    4   o3_26            9.69202

  -6.43564     4.16600     6.06236    4   o3_19            9.77370

   4.16600    -6.43564     6.06236    4   o3_11            9.77370

   6.06236    -6.43564    -4.16600    4   o3_29            9.77370

   6.06236    -4.16600    -6.43564    4   o3_21            9.77370

  -6.43564    -4.16600     6.06236    4   o3_19            9.77370

  -6.43564     6.06236    -4.16600    4   o3_31            9.77370

  -4.16600    -6.43564     6.06236    4   o3_11            9.77370

   6.06236     4.16600    -6.43564    4   o3_21            9.77370

   4.16600     6.06236    -6.43564    4   o3_15            9.77370

  -6.43564     6.06236     4.16600    4   o3_31            9.77370

   6.06236    -6.43564     4.16600    4   o3_29            9.77370

  -4.16600     6.06236    -6.43564    4   o3_15            9.77370

  -6.24900    -4.35264    -6.24900    4   o3_24            9.85116

   6.24900     6.24900    -4.35264    4   o3_26            9.85116

   6.24900    -4.35264     6.24900    4   o3_18            9.85116

  -4.35264     6.24900     6.24900    4   o3_10            9.85116

  -4.35264    -6.24900    -6.24900    4   o3_14            9.85116

  -6.24900    -6.24900    -4.35264    4   o3_28            9.85116

  -3.21782     0.94818     9.28018    1   mg1_6            9.86789

   0.94818    -3.21782     9.28018    1   mg1_8            9.86789

   9.28018     0.94818    -3.21782    1   mg1_4            9.86789

   9.28018    -3.21782     0.94818    1   mg1_8            9.86789

   0.94818     9.28018    -3.21782    1   mg1_4            9.86789

  -3.21782     9.28018     0.94818    1   mg1_6            9.86789

 END

