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Optimized B3LYP/TZ2P coordinates

Ir [BrgTPFPC] (NMej) ,

Ir 0.000000 0.000000 0.371041
Br 0.000000 1.803893 5.931520
Br 0.000000 3.126075 -4.758459
Br 0.000000 4.728286 4.048207
Br 0.000000 5.393266 -2.259063
Br 0.000000 -1.803893 5.931520
Br 0.000000 -3.126075 -4.758459
Br 0.000000 -4.728286 4.048207
Br 0.000000 -5.393266 -2.259063
F 0.000000 0.000000 -8.577467
F 0.000000 8.932149 1.246416
F 0.000000 -8.932149 1.246416
F 2.357237 0.000000 -4.513608
F 2.357639 4.889388 0.832561
F 2.357639 -4.889388 0.832561
F 2.357701 7.584611 1.114994
F 2.357701 -7.584611 1.114994
F 2.358102 0.000000 -7.223091
F -2.357237 0.000000 -4.513608
F -2.357639 4.889388 0.832561
F -2.357639 -4.889388 0.832561
F -2.357701 7.584611 1.114994
F -2.357701 -7.584611 1.114994
F -2.358102 0.000000 -7.223091
N 0.000000 1.256851 1.897363
N 0.000000 1.479065 -0.985788
N 0.000000 -1.256851 1.897363
N 0.000000 -1.479065 -0.985788
N 2.229427 0.000000 0.354815
N -2.229427 0.000000 0.354815
C 0.000000 0.000000 -2.961577
C 0.000000 0.000000 -4.450192
C 0.000000 0.000000 -7.244274
C 0.000000 0.719030 3.155055
C 0.000000 1.277482 -2.340467
C 0.000000 1.837014 4.048891
C 0.000000 2.608303 -2.935766
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