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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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 C                     7.46124  -2.14045  -0.20261 

 C                     6.72342  -3.21304   0.33832 

 H                     5.83617  -3.00751   0.9413 

 C                     7.11358  -4.53526   0.11262 

 H                     6.53159  -5.35044   0.54796 

 C                     8.23574  -4.8136   -0.67516 

 H                     8.53519  -5.84783  -0.85919 

 C                     8.96349  -3.75874  -1.2382 

 H                     9.83052  -3.96668  -1.8695 

 C                     8.5818   -2.43648  -1.00408 

 H                     9.14918  -1.61879  -1.45243 

 C                     7.89399   0.28377   0.33265 

 C                     7.49697   1.72077   0.25377 

 C                     7.81027   2.61392   1.29806 

 H                     8.3211    2.23684   2.18693 

 C                     7.47046   3.96605   1.21236 

 H                     7.71083   4.63792   2.03962 

 C                     6.83566   4.46224   0.06769 

 H                     6.58832   5.52387  -0.00691 

 C                     6.53979   3.59167  -0.9881 

 H                     6.06882   3.97262  -1.89799 

 C                     6.86193   2.23506  -0.89394 

 H                     6.63895   1.56241  -1.72451 

 C                     9.30181   0.04057   0.76182 

 C                     9.60799  -0.92533   1.74096 

 H                     8.80143  -1.5194    2.17456 

 C                     10.92368  -1.12218   2.16462 

 H                     11.13758  -1.87151   2.9302 

 C                     11.9634  -0.36204   1.61666 

 H                     12.99273  -0.51926   1.94672 

 C                     11.67354   0.60736   0.65021 

 H                     12.47734   1.20854   0.21875 

 C                    -2.75533  -0.20698  -0.26537 

 C                    -3.45897   0.34045   0.8194 

 H                    -2.91278   0.84815   1.61682 

 C                    -4.84169   0.19099   0.89529 



 H                    -5.37913   0.5957    1.75427 

 C                    -5.55442  -0.5055   -0.10186 

 C                    -4.82388  -1.06994  -1.16701 

 H                    -5.3503   -1.64142  -1.93374 

 C                    -3.44025  -0.93654  -1.24889 

 H                    -2.88059  -1.39419  -2.06374 

 C                    -7.02278  -0.73207   0.02195 

 C                    -7.89398   0.28375   0.33258 

 C                     10.35563   0.8146    0.23581 

 H                     10.13566   1.57929  -0.51271 

 C                    -9.30183   0.04058   0.76174 

 C                    -10.35566   0.81445   0.23551 

 H                    -10.13569   1.57899  -0.51317 

 C                    -11.67357   0.60724   0.6499 

 H                    -12.47738   1.20828   0.21828 

 C                    -11.96343  -0.36195   1.61656 

 H                    -12.99277  -0.51916   1.9466 

 C                    -10.92369  -1.12192   2.16475 

 H                    -11.1376  -1.87108   2.93048 

 C                    -9.60799  -0.9251    1.74109 

 H                    -8.80141  -1.51902   2.17487 

 C                    -6.86181   2.23484  -0.89425 

 H                    -6.63865   1.56203  -1.72465 

 C                    -6.53972   3.59145  -0.98863 

 H                    -6.06862   3.97223  -1.89851 

 C                    -6.83583   4.46221   0.06693 

 H                    -6.58853   5.52384  -0.00785 

 C                    -7.47081   3.96623   1.21159 

 H                    -7.71138   4.63825   2.03866 

 C                    -7.81057   2.6141    1.2975 

 H                    -8.32154   2.23717   2.18635 

 C                    -7.49702   1.72074   0.25345 

 C                    -7.46124  -2.14056  -0.20231 

 C                    -8.58173  -2.4367   -1.00384 

 H                    -9.14906  -1.61907  -1.45235 

 C                    -8.9634   -3.75899  -1.2378 



 H                    -9.83038  -3.96702  -1.86915 

 C                    -8.23572  -4.81378  -0.67453 

 H                    -8.53516  -5.84803  -0.85845 

 C                    -7.11362  -4.53533   0.1133 

 H                    -6.53168  -5.35045   0.54882 

 C                    -6.72347  -3.21308   0.33884 

 H                    -5.83627  -3.00747   0.94187 
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Optimized structure of triplet state of Pd-2

 Pd                   -0.00009  -1.65808  -0.79753 

 Cl                    1.60992  -3.31215  -0.60086 

 Cl                   -1.6101   -3.31219  -0.60107 

 N                     1.35552  -0.09045  -0.77713 

 N                    -1.35565  -0.09035  -0.77743 

 C                     0.71141   1.10715  -0.70569 

 C                     1.18067   2.49743  -0.77351 

 C                     2.4081    3.14611  -0.8712 

 H                     3.34965   2.59806  -0.88302 

 C                     2.43162   4.56449  -0.95922 

 H                     3.40277   5.06009  -1.02157 

 C                     1.27534   5.33209  -0.97315 

 H                     1.33792   6.42025  -1.04816 

 C                     0.00025   4.69641  -0.90893 

 C                     0.00016   3.29564  -0.80131 

 C                    -1.27473   5.33222  -0.97385 

 H                    -1.33717   6.42038  -1.04892 

 C                    -2.4311    4.56473  -0.96057 

 H                    -3.40217   5.06044  -1.02349 

 C                    -2.40777   3.14635  -0.87249 

 H                    -3.34937   2.5984   -0.88482 

 C                    -1.18047   2.49754  -0.77406 

 C                    -0.7114    1.10724  -0.70587 

 C                     2.73006  -0.19604  -0.56367 

 C                     3.51281  -1.00595  -1.41741 

 H                     3.0311   -1.50208  -2.25822 



 C                     4.87477  -1.1464   -1.19304 

 H                     5.46442  -1.77053  -1.86699 

 C                     5.51652  -0.50169  -0.10931 

 C                     4.71905   0.29219   0.75103 

 H                     5.17702   0.75772   1.62506 

 C                     3.35788   0.44321   0.53333 

 H                     2.74894   1.01609   1.23495 

 C                     6.95068  -0.73756   0.17099 

 C                     7.41404  -2.14136  -0.02155 

 C                     6.62963  -3.22164   0.43361 

 H                     5.68708  -3.02329   0.94851 

 C                     7.04686  -4.53993   0.23721 

 H                     6.42868  -5.36146   0.60531 

 C                     8.2444   -4.80625  -0.4357 

 H                     8.56585  -5.83761  -0.59713 

 C                     9.0219   -3.74397  -0.91241 

 H                     9.94929  -3.94371  -1.45399 

 C                     8.61312  -2.42566  -0.70607 

 H                     9.21936  -1.60171  -1.08709 

 C                     7.8001    0.26949   0.59014 

 C                     7.44847   1.7088    0.44477 

 C                     7.6858    2.61965   1.49553 

 H                     8.10121   2.2521    2.4364 

 C                     7.38323   3.97506   1.3509 

 H                     7.5589    4.66055   2.18307 

 C                     6.86482   4.45656   0.14292 

 H                     6.64393   5.51991   0.02514 

 C                     6.64743   3.56891  -0.91804 

 H                     6.26625   3.93864  -1.8731 

 C                     6.93043   2.20974  -0.76771 

 H                     6.76993   1.52337  -1.60127 

 C                     9.13088  -0.00418   1.1966 

 C                     9.29138  -0.99556   2.18696 

 H                     8.42607  -1.58287   2.49895 

 C                     10.53525  -1.22101   2.77787 

 H                     10.63494  -1.98718   3.54998 



 C                     11.64923  -0.46753   2.38866 

 H                     12.6231  -0.64825   2.84908 

 C                     11.50488   0.52472   1.41236 

 H                     12.36786   1.11897   1.10326 

 C                    -2.73013  -0.19591  -0.56389 

 C                    -3.35799   0.44356   0.533 

 H                    -2.74906   1.01663   1.23448 

 C                    -4.71913   0.2925    0.75078 

 H                    -5.17709   0.75821   1.62472 

 C                    -5.51659  -0.50166  -0.10934 

 C                    -4.87482  -1.14662  -1.19292 

 H                    -5.46445  -1.77093  -1.8667 

 C                    -3.51288  -1.00615  -1.41737 

 H                    -3.03118  -1.50243  -2.25809 

 C                    -6.95071  -0.73751   0.17103 

 C                    -7.80011   0.26956   0.59023 

 C                     10.25748   0.76246   0.83154 

 H                     10.15043   1.54246   0.07443 

 C                    -9.13087  -0.0041    1.19671 

 C                    -10.25744   0.76267   0.83179 

 H                    -10.15037   1.54274   0.07477 

 C                    -11.50483   0.52494   1.41263 

 H                    -12.36778   1.11928   1.10363 

 C                    -11.64921  -0.46742   2.38882 

 H                    -12.62307  -0.64813   2.84926 

 C                    -10.53527  -1.22101   2.7779 

 H                    -10.63497  -1.98727   3.54992 

 C                    -9.2914   -0.99558   2.18696 

 H                    -8.42611  -1.58298   2.49885 

 C                    -6.93017   2.20974  -0.76752 

 H                    -6.76956   1.52334  -1.60104 

 C                    -6.64711   3.56891  -0.91784 

 H                    -6.26576   3.9386   -1.87284 

 C                    -6.86465   4.45658   0.14307 

 H                    -6.6437    5.51992   0.02529 

 C                    -7.38326   3.97513   1.35097 



 H                    -7.55904   4.66064   2.1831 

 C                    -7.68589   2.61973   1.49559 

 H                    -8.10146   2.25221   2.43641 

 C                    -7.44843   1.70885   0.44488 

 C                    -7.41415  -2.14127  -0.02158 

 C                    -8.61326  -2.42546  -0.70609 

 H                    -9.21946  -1.60145  -1.08706 

 C                    -9.02212  -3.74373  -0.9125 

 H                    -9.94954  -3.9434   -1.45408 

 C                    -8.24467  -4.80609  -0.43586 

 H                    -8.56619  -5.83742  -0.59735 

 C                    -7.04711  -4.53988   0.23704 

 H                    -6.42897  -5.36146   0.60509 

 C                    -6.6298   -3.22162   0.43351 

 H                    -5.68724  -3.02334   0.94841


