45
scf done: -1455.820092

Mn 18.180501 12.635157 0.760598
Mn 19.021578 14.411079 -1.451628
0 16.343285 12.013003 1.293348
O 19.726448 13.357650 0.022302
0 20.699265 14.903266 -1.983859
¢} 17.423713 13.471733 -0.531861
N 18.539226 10.785738 -0.047921
N 19.082074 11.640326 2.283234
N 18.125188 13.992036 2.282508
N 19.001488 13.123245 -3.013038
N 18.043534 15.439091 -2.815621
N 18.776836 16.220773 -0.533250
C 16.657763 16.878208 -4.738865
H 16.116317 17.442529 -5.491719
C 16.948663 17.470300 -3.487755
H 16.645382 18.490756 -3.273754
C 17.654584 16.712010 -2.537190
C 18.145259 17.136746 -1.214731
H 18.244391 10.499812 -0.985355
H 19.409814 8.911474 0.365144
C 19.166922 9.920196 0.700594
C 19.523911 10.378549 2.063262
C 20.207993 9.679116 3.078077
H 20.567873 8.666152 2.921918
C 20.413992 10.334679 4.315903
H 20.937941 9.820102 5.116106
C 19.940146 11.653110 4.522156
H 20.094286 12.153865 5.473676
c 19.266061 12.287648 3.459861
C 18.668309 13.641476 3.417385
H 19.256321 16.502984 0.325408
H 18.032198 18.166235 -0.875962
H 18.676384 14.288501 4.295042
C 17.793133 14.861875 -4.018954
H 18.371242 12.944248 -5.021578
H 15.636653 12.354480 0.706074
H 16.013841 11.410595 1.987959
H 17.666329 14.904401 2.217006
H 19.518754 12.241421 -3.057412
C 17.088187 15.564180 -5.017789
H 16.891800 15.108558 -5.983670
C 18.397518 13.524236 -4.100083
H 22.402828 15.317238 -1.099101
@) 21.526902 15.050922 -0.726925
H 20.671286 13.51449¢6 0.256082



