
Coordinates and energies of the calculated molecules at the 

BP86-D3(BJ)/def2-TZVPP/Stuttgart RSC ECP level. 

Complex 2 

E = -4462.11139393 au 

0 3 

 U                 -2.18064400   -0.13766100   -0.02340900 

 Cl                -2.24694900   -2.46927900    1.15294100 

 Cl                -4.74526000    0.09091900   -0.12725000 

 Cl                -2.20354200    0.74634500   -2.53542600 

 Cl                -2.01068600    0.73438300    2.47452700 

 P                  0.97518400    1.50723400    0.24871800 

 P                  1.09442900   -1.40253000   -0.25709900 

 C                 -1.55355400   -3.79723400   -3.09055100 

 H                 -2.24440200   -4.30444700   -3.76299900 

 C                 -0.31809800    2.79321500    0.28457500 

 C                 -0.01098000    4.13932300    0.48687700 

 H                  1.01800000    4.43977800    0.68588800 

 C                 -1.04238600    5.07660900    0.42116900 

 H                 -0.83919700    6.13527900    0.58400100 

 C                 -2.55787900    3.27253500   -0.06729500 

 H                 -3.54831300    2.87396300   -0.29413300 

 C                 -2.33602900    4.63323500    0.13144900 

 H                 -3.16949900    5.33106900    0.06007200 

 C                  2.71924000   -1.27748300   -1.06959200 

 C                  3.92399400   -1.42188000   -0.36636000 

 H                  3.90743000   -1.75062500    0.67268600 

 C                  2.74299700   -0.85931200   -2.41113000 

 H                  1.80476200   -0.73313500   -2.95268400 

 C                  3.95699100   -0.58016000   -3.03536100 

 H                  3.96688000   -0.24233500   -4.07161000 

 C                  5.13910000   -1.13984300   -0.99651800 

 H                  6.07352200   -1.25173600   -0.44490000 

 C                  5.15624800   -0.71431700   -2.32731500 

 H                  6.10480200   -0.48635900   -2.81500700 

 C                  1.76321500   -3.57422300    3.74690900 

 H                  1.91303700   -4.07677800    4.70360400 

 C                  0.23688700    0.03727500   -0.09392900 

 C                  1.37288800   -2.29576100    1.29725200 

 C                  0.09763900   -2.43857200   -1.38243700 

 C                  0.59892500   -3.55777800   -2.04859500 



 H                  1.63536900   -3.86221300   -1.90455200 

 C                  3.70793200    0.83333600    3.20535300 

 H                  4.68970100    0.36594800    3.29150400 

 C                  2.05626100   -3.52088800    1.34560700 

 H                  2.43934100   -3.97754600    0.43159300 

 C                  0.87159600   -1.71979400    2.47254000 

 H                  0.29829700   -0.79317900    2.42074400 

 C                  1.86110000    1.59494300    1.82731900 

 C                  1.45566000    2.07534200   -2.37113000 

 H                  0.43818300    1.68751200   -2.48591900 

 C                  2.24931800   -4.15861200    2.57118600 

 H                  2.77552800   -5.11327600    2.61013700 

 C                  2.04871500    2.10977100   -1.09418900 

 C                 -0.24500200   -4.25480900   -2.91464400 

 H                  0.11516800   -5.13372200   -3.44990500 

 C                  2.17294400    2.52514500   -3.47746000 

 H                  1.70788600    2.50766200   -4.46395100 

 C                  3.12867800    0.99861900    1.94829900 

 H                  3.64975200    0.63734200    1.06200700 

 C                 -1.97411400   -2.66733000   -2.39144600 

 H                 -2.98345600   -2.26785500   -2.50290300 

 C                  1.17551800    2.01061400    2.98086300 

 H                  0.16821900    2.41835300    2.90086400 

 C                  4.07321300    3.02018800   -2.05756400 

 H                  5.09500900    3.38219700   -1.93648800 

 C                  3.35125700    2.59683900   -0.93677200 

 H                  3.80339400    2.64917600    0.05303000 

 C                  3.48603700    2.98702100   -3.32423300 

 H                  4.05024400    3.32573300   -4.19439400 

 C                  1.07507700   -2.35926700    3.69546200 

 H                  0.67578100   -1.91067100    4.60514900 

 C                  3.02375400    1.24991000    4.35212100 

 H                  3.47209100    1.10793800    5.33621300 

 C                  1.76027600    1.83582800    4.23663200 

 H                  1.21527900    2.14575000    5.12882200 

 N                 -1.16877300   -2.00272300   -1.54583400 

 N                 -1.56734000    2.36491000    0.02133100 

 

Complex 4 

E = -4446.05867637 au 

0 3 

 U                  2.30197800    0.18621300    0.02029000 

 Cl                 4.84531900   -0.18034800    0.04571200 

 Cl                 2.17464600    2.70582800    0.49106300 



 Cl                 2.21733800   -0.46591200    2.55126300 

 Cl                 2.35925700   -0.24059500   -2.56112000 

 P                 -1.20728300    1.38570800   -0.13119300 

 P                 -0.83666800   -1.49516500    0.08323900 

 C                  2.56537800   -4.53764600    0.11643500 

 H                  3.41464000   -5.21871300    0.07826200 

 C                 -0.58086700    2.68130000   -1.23569800 

 C                  0.04393900    2.28083700   -2.42557600 

 H                  0.19891500    1.22191500   -2.62986100 

 C                 -0.70483900    4.04415700   -0.93580600 

 H                 -1.14413200    4.36279700    0.00807500 

 C                  0.54517900    3.23829000   -3.30756900 

 H                  1.05941800    2.91443300   -4.21275400 

 C                 -0.20593700    4.99681700   -1.82412200 

 H                 -0.28356000    6.05617300   -1.57678700 

 C                  0.41859100    4.59716600   -3.00982000 

 H                  0.82430000    5.34611400   -3.69117600 

 C                 -1.79659800   -1.78019200    1.60252500 

 C                 -3.19734200   -1.74585400    1.66954100 

 H                 -3.78934100   -1.65156600    0.76301600 

 C                 -1.04837100   -1.85527600    2.79317800 

 H                  0.04299800   -1.83780900    2.75537600 

 C                 -1.69797000   -1.89846800    4.02522100 

 H                 -1.10721000   -1.94506600    4.94058400 

 C                 -3.84132900   -1.79322400    2.90840400 

 H                 -4.93111500   -1.76395800    2.94965700 

 C                 -3.09543400   -1.86882600    4.08696600 

 H                 -3.60120900   -1.89885100    5.05287600 

 C                 -2.90096900   -2.94666900   -3.78619500 

 H                 -3.35940300   -3.26820200   -4.72236800 

 C                 -0.15130800    0.04016400   -0.10386800 

 C                 -1.74569300   -2.10019400   -1.38096500 

 C                  0.50204400   -2.73643400    0.18165700 

 C                  0.21962100   -4.08733800    0.38633400 

 H                 -0.80751900   -4.40723500    0.56130000 

 C                 -5.20605900    0.40479700   -0.46504900 

 H                 -6.05483700    0.25459600    0.20388700 

 C                 -2.87552100   -2.92875900   -1.36303200 

 H                 -3.30235300   -3.26448700   -0.41963700 

 C                 -1.17096700   -1.72938400   -2.61055600 

 H                 -0.26884000   -1.11212900   -2.61612600 

 C                 -2.87649700    1.00912700   -0.78625800 

 C                 -0.72643700    1.66941600    2.57957000 

 H                  0.04352700    0.91495400    2.41579600 



 C                 -3.46011400   -3.33452400   -2.56624000 

 H                 -4.35321000   -3.96048700   -2.54736200 

 C                 -1.50559600    2.11543200    1.50526100 

 C                  1.27007800   -5.00515700    0.35955100 

 H                  1.08139500   -6.06664900    0.52101500 

 C                 -0.92928400    2.20058200    3.85455600 

 H                 -0.31141000    1.85140300    4.68224800 

 C                 -3.97535000    0.80744200    0.06116500 

 H                 -3.86704300    0.95458400    1.13457700 

 C                  2.77014700   -3.17357500   -0.06725600 

 H                  3.76248100   -2.75166100   -0.23464500 

 C                 -3.03368500    0.81757000   -2.16941100 

 H                 -2.19219600    0.99139000   -2.83877500 

 C                 -2.69175200    3.62092800    2.99117700 

 H                 -3.45897100    4.37967300    3.15109900 

 C                 -2.49433800    3.09349900    1.71485700 

 H                 -3.11802500    3.43145200    0.88614800 

 C                 -1.90848900    3.17469500    4.06223400 

 H                 -2.06480900    3.58972500    5.05903800 

 C                 -1.74472500   -2.15888300   -3.80551300 

 H                 -1.28869500   -1.87350600   -4.75423500 

 C                 -5.34658400    0.18969400   -1.83768700 

 H                 -6.30480900   -0.13418300   -2.24585100 

 C                 -4.25721800    0.40091400   -2.68953200 

 H                 -4.35976500    0.23916400   -3.76273600 

 N                  1.75461600   -2.28295900   -0.02663400 

 

Complex 6 

E = -4429.99935800 au 

 

0 3 

 U                  2.21021900    0.28248100   -0.05902900 

 Cl                 2.44086900    2.81490100    0.00036700 

 Cl                 4.59310100   -0.62893100    0.06824600 

 Cl                 2.24517600   -0.13283600   -2.62888300 

 Cl                 2.10286500    0.15244300    2.54403400 

 P                 -0.65969100   -1.54961800    0.11465900 

 P                 -1.36459500    1.33435100   -0.15178200 

 C                  0.18383700    4.83180800   -2.70022700 

 H                  0.57008200    5.65648700   -3.30066400 

 C                  0.83999300   -2.56998700    0.30526500 

 C                  1.33857800   -2.92962000    1.57010000 

 H                  0.81360900   -2.62002100    2.47171600 

 C                  1.53510200   -2.96324600   -0.85891200 



 H                  1.15379400   -2.68779000   -1.84138300 

 C                  2.51954500   -3.66688200    1.66696100 

 H                  2.91037500   -3.92718200    2.65038500 

 C                  2.72298800   -3.68772900   -0.74791400 

 H                  3.27282200   -3.95717800   -1.64905600 

 C                  3.21271800   -4.03981400    0.51248500 

 H                  4.14887300   -4.59222500    0.59565700 

 C                 -2.97572600    0.89336200   -0.89368500 

 C                 -3.81354500   -0.03483700   -0.25256700 

 H                 -3.57113900   -0.38921000    0.74703300 

 C                 -3.32047900    1.35634500   -2.17286700 

 H                 -2.68513600    2.08566000   -2.67481400 

 C                 -4.46336700    0.87007900   -2.81146400 

 H                 -4.71753200    1.23174500   -3.80863700 

 C                 -4.95216200   -0.51954300   -0.89450500 

 H                 -5.58580900   -1.24876800   -0.38817100 

 C                 -5.27441500   -0.07699600   -2.18078100 

 H                 -6.15930200   -0.46417200   -2.68722300 

 C                 -2.15172900    2.87788400    4.12782200 

 H                 -2.31514400    3.20883000    5.15451000 

 C                 -0.21430700    0.06875500   -0.14702500 

 C                 -1.73298300    1.99865700    1.50334700 

 C                 -0.75862000    2.72462400   -1.13329600 

 C                 -0.98126600    4.04693000   -0.72786900 

 H                 -1.49904300    4.25169800    0.20919400 

 C                 -3.57273400   -2.62904300    2.86005400 

 H                 -4.47127700   -3.24618800    2.90259700 

 C                 -0.07663800    2.45676600   -2.32971200 

 H                  0.13252900    1.42685800   -2.62124800 

 C                 -3.03773200    2.16614200    1.98895600 

 H                 -3.89300800    1.95693100    1.34801200 

 C                 -0.63761700    2.30531900    2.32817300 

 H                  0.38087700    2.18701700    1.95821000 

 C                 -1.66036300   -1.79829700    1.62263200 

 C                 -1.70827200   -1.62815500   -2.45864300 

 H                 -1.36031400   -0.59796000   -2.50568700 

 C                 -3.24340300    2.59767800    3.30206400 

 H                 -4.26051300    2.71391400    3.67859000 

 C                 -1.50303000   -2.35895300   -1.28372000 

 C                 -0.50419500    5.09801900   -1.51231800 

 H                 -0.65592400    6.12765700   -1.18660100 

 C                 -2.32666200   -2.22691600   -3.55723500 

 H                 -2.48873500   -1.64819400   -4.46689300 

 C                 -2.80800300   -2.60295400    1.69162800 



 H                 -3.13067900   -3.17623300    0.82379500 

 C                  0.39352300    3.51210400   -3.11003500 

 H                  0.94944400    3.29775400   -4.02290800 

 C                 -1.28365900   -1.02801700    2.73761500 

 H                 -0.39655500   -0.39532600    2.68220400 

 C                 -2.47701300   -4.31344000   -2.33542200 

 H                 -2.75540500   -5.36729600   -2.29543900 

 C                 -1.85983000   -3.71698400   -1.23563700 

 H                 -1.63137900   -4.31399700   -0.35159700 

 C                 -2.72358100   -3.56479000   -3.49215600 

 H                 -3.20653400   -4.03377900   -4.35043400 

 C                 -0.84908300    2.74256100    3.63428000 

 H                  0.00965100    2.96756800    4.26730200 

 C                 -3.19775600   -1.85783100    3.96500500 

 H                 -3.80433300   -1.87351500    4.87148800 

 C                 -2.05002900   -1.06236100    3.90269800 

 H                 -1.75283000   -0.45101600    4.75500500 

 


