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Logarithmic Regression Plots (Energy in kcal/mol, ρ(r) in a.u.)













1 Cartesian Coordinates

1 (XeF2··CO)

 54         -0.000000    0.000000    0.727902
  9         -0.000000    1.981141    0.728503
  9         -0.000000   -1.981141    0.728503
  8          0.000000    0.000000   -4.225355
  6          0.000000    0.000000   -3.102820


2 (XeF2··FH)

 54          0.000000    0.000000    0.416231
  9          0.000000    1.982218    0.428009
  9         -0.000000   -1.982218    0.428009
  9          0.000000    0.000000   -2.926012
  1          0.000000    0.000000   -3.846539

3 (XeF2··NCH)

 54          0.000000   -0.000000    0.680038
  9          0.000000    1.983019    0.694177
  9         -0.000000   -1.983019    0.694177
  6          0.000000    0.000000   -4.011632
  1          0.000000    0.000000   -5.080781
  7          0.000000    0.000000   -2.866669


4 (XeF2··NH3)

 54          0.000000    0.415637    0.000000
  9         -1.702193   -0.611965    0.000000
  9          1.663171    1.495374    0.000000
  7          0.094994   -2.943732    0.000000
  1         -0.509594   -3.018717    0.809173
  1          0.705425   -3.751524    0.000000
  1         -0.509594   -3.018717   -0.809173


5 (XeF2··Br) –

 54         -0.000000    1.100900   -0.000000
  9          1.923358    0.596260   -0.000000
  9         -1.872041    1.903617   -0.000000
 35         -0.013196   -2.341357    0.000000


6 (XeF2··I) –

 54         -0.000000    1.575007    0.000000
  9         -1.885570    2.325124    0.000000
  9          1.924051    1.078484    0.000000
 53         -0.006535   -2.182695   -0.000000


7 (XeF3··CO)+

 54          0.000000    0.294009   -0.000000
  9          1.892333    0.392109   -0.000000
  9          0.023929    2.141047   -0.000000
  9         -1.889224    0.440217   -0.000000
  6         -0.014859   -2.410129    0.000000
  8         -0.019274   -3.522009    0.000000


8 (XeF3··FH)+

 54          0.000000    0.083232    0.000000
  9          1.524746   -1.025135    0.000000
  9          1.233134    1.443300    0.000000
  9         -1.257692    1.484677    0.000000
  9         -1.358297   -2.069083    0.000000
  1         -1.277018   -2.998348    0.000000


9 (XeF3··NCH)+

 54          0.000000    0.258834   -0.000000
  9         -1.898787    0.367343   -0.000000
  9          0.000663    2.110111   -0.000000
  9          1.898868    0.366003   -0.000000
  6         -0.000283   -3.319300    0.000000
  1          0.000251   -4.396557    0.000000
  7         -0.000751   -2.179397    0.000000


10 (XeF3··NH3)+

 54          0.000169    0.107650    0.000000
  9          0.000169   -0.026594    1.919763
  9         -0.027107    1.998555    0.000000
  9          0.000169   -0.026594   -1.919763
  7          0.023044   -2.229529   -0.000000
  1          0.981554   -2.578683   -0.000000
  1         -0.455515   -2.568003   -0.835602
  1         -0.455515   -2.568003    0.835602


11 (XeF3··Br)

 54          0.000000    0.614749    0.000000
  9          1.950399    0.645566    0.000000
  9          0.000809    2.598584    0.000000
  9         -1.950519    0.645491    0.000000
 35         -0.000177   -1.948662    0.000000


12 (XeF3··I)

 54          0.000000    0.961703    0.000000
  9          1.956306    0.971087    0.000000
  9          0.002764    2.973536    0.000000
  9         -1.956682    0.971365    0.000000
 53         -0.000406   -1.814639    0.000000


13 (XeF4··CO)

 54          0.549123    0.000015    0.090694
  9          1.568612    1.367116   -0.836984
  9         -0.451908    1.378822    1.021061
  9         -0.463073   -1.363313    1.031795
  9          1.556850   -1.382634   -0.826635
  8         -4.015690    0.000420   -0.536210
  6         -2.903575   -0.000681   -0.685151


14 (XeF4··FH)
 54          0.248035    0.195434    0.000000
  9          0.261340    1.558496    1.379733
  9          0.261340   -1.200431    1.355847
  9          0.261340   -1.200431   -1.355847
  9          0.261340    1.558496   -1.379733
  9         -2.330451   -1.622460   -0.000000
  1         -1.828087   -2.396449   -0.000000


15 (XeF4··NCH)

 54         -0.137018   -0.202779   -0.000000
  9         -0.383435   -1.493627    1.310474
  9         -0.383435    1.089224    1.292438
  9         -0.383435    1.089224   -1.292438
  9         -0.383435   -1.493627   -1.310474
  6          3.191538    1.685466    0.000000
  1          4.115123    2.235594    0.000000
  7          2.210217    1.102349    0.000000
  9         -1.948141   -0.203949   -0.000000
16 (XeF4··NH3)

 54          0.259761    0.179342   -0.000000
  9          0.289966    1.551486    1.383767
  9          0.289966   -1.191572    1.377769
  9          0.289966   -1.191572   -1.377769
  9          0.289966    1.551486   -1.383767
  7         -2.375563   -1.530143    0.000000
  1         -1.888767   -2.418593    0.000000
  1         -2.974081   -1.516647   -0.816775
  1         -2.974081   -1.516647    0.816775


17 (XeF4··Br) –

 54          0.016250    0.875007   -0.000000
  9         -0.014032    0.935436    1.962059
  9         -1.865162    0.365927   -0.000000
  9         -0.014032    0.935436   -1.962059
  9          1.850294    1.702241   -0.000000
 35         -0.014032   -2.362907    0.000000


18 (XeF4··I) –

 54         -0.015133    1.284289    0.000000
  9          1.863218    0.759222    0.000000
  9          0.010668    1.338924    1.960048
  9         -1.856575    2.083754    0.000000
  9          0.010668    1.338924   -1.960048
 53          0.010668   -2.246019   -0.000000
19 (XeF5··CO)+
 54          0.271048    0.000034   -0.098262
  9          1.191744    1.292602   -1.044267
  9         -0.253826    1.302263    1.094305
  9         -0.266416   -1.278950    1.113643
  9          1.177242   -1.316416   -1.024987
  8         -3.848080   -0.000491   -0.303733
  6         -2.733434    0.001308   -0.290646
  9          1.767772   -0.000139    0.914627
20 (XeF5··FH)+

 54         -0.000969   -0.110413   -0.000000
  9         -0.236826   -1.400693    1.295009
  9         -0.236826    1.179509    1.290718
  9         -0.236826    1.179509   -1.290718
  9         -0.236826   -1.400693   -1.295009
  9          2.420213    1.027127    0.000000
  1          3.063085    1.698948    0.000000
  9         -1.807440   -0.111054   -0.000000


21 (XeF5··NCH)+

 54         -0.093743    0.212423   -0.000000
  9          1.697294   -0.223245   -0.000000
  9          0.009013    0.406362    1.838251
  9         -1.707109    1.133987   -0.000000
  9          0.573611    1.895299   -0.000000
  9          0.009013    0.406362   -1.838251
  6          0.009013   -3.639301    0.000000
  1          0.056871   -4.713240    0.000000
  7         -0.040748   -2.498668    0.000000
22 (XeF5··NH3)+

 54          0.015711   -0.133364   -0.000000
  9         -0.223856   -1.407976    1.356661
  9         -0.223856    1.178693    1.289360
  9         -0.223856    1.178693   -1.289360
  9         -0.223856   -1.407976   -1.356661
  7          2.254404    1.180856    0.000000
  1          2.030613    2.173839    0.000000
  1          2.826166    0.995612   -0.821362
  1          2.826166    0.995612    0.821362
  9         -1.805928   -0.122477   -0.000000


23 (XeF5··Br)

 54         -0.520423    0.000351    0.000000
  9         -0.611956   -1.362150    1.358460
  9         -0.611956   -1.362150   -1.358460
  9         -0.611956    1.360194   -1.363587
  9         -2.459559    0.000160    0.000000
  9         -0.611956    1.360194    1.363587
 35          2.064836    0.000423    0.000000


24 (XeF5··I)

54         -0.846256   -0.000268    0.000000
  9         -0.898587   -1.366420    1.365771
  9         -0.898587   -1.366420   -1.365771
  9         -0.898587    1.365644   -1.366268
  9         -2.819954   -0.000362    0.000000
  9         -0.898587    1.365644    1.366268
 53          1.951444    0.000598    0.000000


25 (XeF6··CO)

 54          0.000000    0.000000    0.317973
  9          0.000000    1.843738   -0.359793
  9          1.596724   -0.921869   -0.359793
  9         -1.596724   -0.921869   -0.359793
  9          0.000000   -1.420434    1.530407
  9         -1.230132    0.710217    1.530407
  9          1.230132    0.710217    1.530407
  8          0.000000    0.000000   -3.964224
  6          0.000000    0.000000   -2.843882

26 (XeF6··FH)

 54          0.000000    0.000000    0.134993
  9          0.000000    1.840757   -0.538501
  9          1.594142   -0.920379   -0.538501
  9         -1.594142   -0.920379   -0.538501
  9          0.000000   -1.419181    1.350323
  9         -1.229047    0.709590    1.350323
  9          1.229047    0.709590    1.350323
  9          0.000000    0.000000   -2.828763
  1          0.000000    0.000000   -3.749945


27 (XeF6··NCH)

 54          0.000000    0.000000    0.272500
  9         -0.000000    1.860593   -0.358543
  9          1.611321   -0.930296   -0.358543
  9         -1.611321   -0.930296   -0.358543
  9          0.000000   -1.415315    1.495894
  9         -1.225699    0.707657    1.495894
  9          1.225699    0.707657    1.495894
  6          0.000000    0.000000   -3.739098
  1          0.000000    0.000000   -4.808597
  7          0.000000    0.000000   -2.597183


28 (XeF6··NH3)

 54          0.000000    0.000000    0.089557
  9          0.000000    1.883274   -0.534021
  9          1.630963   -0.941637   -0.534021
  9         -1.630963   -0.941637   -0.534021
  9          0.000000   -1.433701    1.315999
  9         -1.241622    0.716851    1.315999
  9          1.241622    0.716851    1.315999
  7          0.000000    0.000000   -2.496492
  1         -0.829526   -0.478927   -2.824681
  1          0.829526   -0.478927   -2.824681
  1          0.000000    0.957854   -2.824681


29 (XeF6··Br)–

 54          0.000000    0.000000    0.534889
  9         -0.000000    1.930457    0.056049
  9         -1.268808    0.732547    1.818876
  9         -1.671825   -0.965229    0.056049
  9         -0.000000   -1.465094    1.818876
  9          1.671825   -0.965229    0.056049
  9          1.268808    0.732547    1.818876
 35          0.000000    0.000000   -2.271629


30 (XeF6··I)–

 54          0.000000    0.000000    0.872430
  9          0.000000    1.927987    0.380696
  9         -1.278831    0.738334    2.149573
  9         -1.669686   -0.963994    0.380696
  9         -0.000000   -1.476667    2.149573
  9          1.669686   -0.963994    0.380696
  9          1.278831    0.738334    2.149573
 53          0.000000    0.000000   -2.177895
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Complexes XeF4 

2.5	4.18	4.29	7.02	19.8	15.81	7.3000000000000001E-3	1.0500000000000001E-2	1.03E-2	1.6799999999999999E-2	2.4E-2	1.83E-2	ρ(r)

abs (ΔE)


Complexes XeF5 

10.83	16.04	26.73	36.729999999999997	179.14	174.2	2.2800000000000001E-2	2.5700000000000001E-2	3.6600000000000001E-2	5.0799999999999998E-2	8.1600000000000006E-2	6.7299999999999999E-2	ρ(r)

abs (ΔE)


Complexes XeF6 

3.47	3.47	6.92	18.36	43.29	36.75	1.49E-2	1.1599999999999999E-2	2.3099999999999999E-2	5.0200000000000002E-2	5.5599999999999997E-2	4.4900000000000002E-2	ρ(r)

abs (ΔE)


All complexes 

1.1399999999999999	1.83	2.36	4.43	11.59	9.1	17.440000000000001	18.260000000000002	35.67	54.66	198.55	193.96	2.5	4.18	4.29	7.02	19.8	15.81	10.83	16.04	26.73	36.729999999999997	179.14	174.2	3.47	3.47	6.92	18.36	43.29	36.75	4.4000000000000003E-3	6.4000000000000003E-3	6.7000000000000002E-3	1.0500000000000001E-2	1.6299999999999999E-2	1.21E-2	4.0300000000000002E-2	3.3300000000000003E-2	5.8599999999999999E-2	8.1299999999999997E-2	8.3099999999999993E-2	6.8199999999999997E-2	7.3000000000000001E-3	1.0500000000000001E-2	1.03E-2	1.6799999999999999E-2	2.4E-2	1.83E-2	2.2800000000000001E-2	2.5700000000000001E-2	3.6600000000000001E-2	5.0799999999999998E-2	8.1600000000000006E-2	6.7299999999999999E-2	1.49E-2	1.1599999999999999E-2	2.3099999999999999E-2	5.0200000000000002E-2	5.5599999999999997E-2	4.4900000000000002E-2	ρ(r)

abs (ΔE)


Complexes XeF2 
1.1399999999999999	1.83	2.36	4.43	11.59	9.1	4.4000000000000003E-3	6.4000000000000003E-3	6.7000000000000002E-3	1.0500000000000001E-2	1.6299999999999999E-2	1.21E-2	1.1399999999999999	1.83	2.36	4.43	11.59	9.1	4.4000000000000003E-3	6.4000000000000003E-3	6.7000000000000002E-3	1.0500000000000001E-2	1.6299999999999999E-2	1.21E-2	1.1399999999999999	1.83	2.36	4.43	11.59	9.1	4.4000000000000003E-3	6.4000000000000003E-3	6.7000000000000002E-3	1.0500000000000001E-2	1.6299999999999999E-2	1.21E-2	
1.1399999999999999	1.83	2.36	4.43	11.59	9.1	4.4000000000000003E-3	6.4000000000000003E-3	6.7000000000000002E-3	1.0500000000000001E-2	1.6299999999999999E-2	1.21E-2	ρ(r)

abs (ΔE)


Complexes XeF3 

17.440000000000001	18.260000000000002	35.67	54.66	198.55	193.96	4.0300000000000002E-2	3.3300000000000003E-2	5.8599999999999999E-2	8.1299999999999997E-2	8.3099999999999993E-2	6.8199999999999997E-2	ρ(r)

abs (ΔE)
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