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scf done: -1379.383505 
Mn    18.125493    12.700814     0.724093 
Mn    19.025126    14.397764    -1.336588 
 O    16.221545    12.084724     1.240639 
 O    19.648799    13.389596     0.063503 
 O    20.590927    14.998091    -1.858128 
 O    17.388672    13.620046    -0.585865 
 N    18.436722    10.870274    -0.124354 
 N    19.060834    11.671487     2.197099 
 N    18.077317    14.005549     2.294121 
 N    19.108105    13.097224    -2.893462 
 N    18.030724    15.381027    -2.771982 
 N    18.720208    16.218747    -0.488160 
 C    16.695938    16.749593    -4.763334 
 H    16.171374    17.288260    -5.546851 
 C    16.926835    17.373741    -3.515315 
 H    16.595031    18.392212    -3.335256 
 C    17.615441    16.645568    -2.524308 
 C    18.056718    17.096735    -1.191929 
 H    18.070471    10.590598    -1.038000 
 H    19.327660     8.989579     0.211082 
 C    19.107557     9.993867     0.574254 
 C    19.538402    10.435010     1.917532 
 C    20.326081     9.745867     2.860871 
 H    20.713292     8.752219     2.654466 
 C    20.606141    10.388242     4.090601 
 H    21.212973     9.882745     4.836080 
 C    20.103574    11.684372     4.356181 
 H    20.319663    12.179535     5.298497 
 C    19.322324    12.308481     3.363569 
 C    18.688207    13.643368     3.390391 
 H    19.131925    16.506403     0.403492 
 H    17.873126    18.113953    -0.845713 
 H    18.722809    14.267447     4.283805 
 C    17.847348    14.772203    -3.967356 
 H    18.526522    12.847589    -4.902822 
 H    15.524024    12.446752     0.655294 
 H    15.859722    11.510619     1.943916 
 H    17.578408    14.898899     2.285325 
 H    19.662812    12.237225    -2.885585 
 C    17.166218    15.438002    -5.006257 
 H    17.018405    14.966534    -5.973588 
 C    18.508323    13.454680    -3.997599 


