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Optimized structure of singlet ground state of Pd-2
Pd 0.00006 -1.69387 -0.22248
Cl 1.62731 -3.31532 -0. 05852
Cl -1.62698 -3.31548 -0. 0582
N 1.33884 -0.10125 -0.33206
N -1.33884 -0.10127 -0.33192
C 0.74151  1.06361 -0.35783
C 1.19267  2.45735 -0.48043
C 2.41893 3.10193 -0.57791
H 3.36032 2.55677 -0.52523
C 2.4352 4.51176 -0.74423
H 3.40358 5.01109 -0.81189
C 1.27342 5.26748 -0.81706
H 1.33194  6.35099 -0.94371
C -0.00007 4.63662 -0.73234
C -0. 00005 3.23489 -0.55892
C -1.27359 5.26745 -0.81698
H -1.33214  6.35096 -0.94362
C -2.43534  4.5117 0. 74409
H -3.40373  5.011 -0. 81168
C -2.41902 3.10187 -0.5778
H -3.36039  2.55668 -0.5251
C -1.19273  2.45732 -0.48036
C -0.74154  1.06359 -0.35777
C 2.75536 -0.2069 -0.26553
C 3.44031 -0.93627 -1.24916
H 2.88067 -1.39378 -2.06411
C 4.82394 -1.06965 -1.16728
H 5.35039 -1.64099 -1.93407
C 5.55444 -0.50538 -0.10201
C 4.84168 0.19095 0.89524
H 5.37908 0.59551 1.7543
C 3.45895 0.34037 0.81933
H 2.91273  0.84793 1.61683
C 7.02278 -0.73199 0.02182
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Optimized structure of triplet
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