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S1. Cartesian coordinates (Å) and absolute energies (Hartree) calculated at the 
M05-2X/def2-TZVPP level of theory of all the complexes in Figure 2. 
 

C6F5I···C6F5I 

E = -2051.40941949  

 

9       -1.283812    2.312826    1.485603 

 9       -1.204632   -2.383961    1.125064 

 9        2.441467   -0.098277    2.937169 

53       -3.256921   -0.010634    0.571575 

 6        0.583158    1.127425    2.205974 

 6       -0.686616    1.140029    1.659929 

 6       -1.322241   -0.036515    1.304608 

 6       -0.647341   -1.231614    1.479015 

 6        0.622356   -1.260089    2.024677 

 6        1.231892   -0.077587    2.400444 

 9        1.259260   -2.411997    2.184831 

 9        1.180922    2.261780    2.543247 

 9        1.283812   -2.312826   -1.485603 

 9        1.204632    2.383961   -1.125064 

 9       -2.441467    0.098277   -2.937169 

53        3.256921    0.010634   -0.571575 

 6       -0.583158   -1.127425   -2.205974 

 6        0.686616   -1.140029   -1.659929 

 6        1.322241    0.036515   -1.304608 

 6        0.647341    1.231614   -1.479015 

 6       -0.622356    1.260089   -2.024677 

 6       -1.231892    0.077587   -2.400444 



 9       -1.259260    2.411997   -2.184831 

 9       -1.180922   -2.261780   -2.543247 

 

C6F4I2···C6F4I2 

E = -2447.00859756  

 

9        1.330582    2.431236   -0.836676 

 9       -1.368692    0.743842    2.609611 

 9        3.029294   -0.699155    2.218064 

 9        0.655639   -0.793705    3.449955 

53        4.053254    0.909141   -0.325568 

53       -1.593686    2.886948    0.270111 

 6        2.231308    0.869679    0.652582 

 6        1.169964    1.649790    0.226861 

 6       -0.053414    1.643559    0.874737 

 6       -0.213514    0.802857    1.961776 

 6        0.825144    0.007061    2.405782 

 6        2.043675    0.056565    1.756096 

 9       -1.330582   -2.431236    0.836676 

 9        1.368692   -0.743842   -2.609611 

 9       -3.029294    0.699155   -2.218064 

53       -4.053254   -0.909141    0.325568 

53        1.593686   -2.886948   -0.270111 

 6       -2.231308   -0.869679   -0.652582 

 6       -1.169964   -1.649790   -0.226861 

 6        0.053414   -1.643559   -0.874737 

 6        0.213514   -0.802857   -1.961776 

 6       -0.825144   -0.007061   -2.405782 

 6       -2.043675   -0.056565   -1.756096 

 9       -0.655639    0.793705   -3.449955 

 

C6F3I3···C6F3I3 

E = -2842.60694514  

 

9       -0.178752    2.226502    1.975417 

 9        0.252203   -2.413077    1.659910 

 9        3.792872    0.353244    0.386608 

53        2.606710    3.231015    0.889841 

53       -1.886768   -0.328553    2.680314 

53        3.162211   -2.733730    0.484425 

 6        1.821295    1.335884    1.161192 

 6        0.544347    1.158206    1.664045 

 6       -0.000924   -0.099275    1.856244 

 6        0.763256   -1.198153    1.504213 



 6        2.045081   -1.069529    0.998688 

 6        2.557722    0.207053    0.846960 

 9        0.178752   -2.226502   -1.975417 

 9       -0.252203    2.413077   -1.659910 

 9       -3.792872   -0.353244   -0.386608 

53       -2.606710   -3.231015   -0.889841 

53        1.886768    0.328553   -2.680314 

53       -3.162211    2.733730   -0.484425 

 6       -1.821295   -1.335884   -1.161192 

 6       -0.544347   -1.158206   -1.664045 

 6        0.000924    0.099275   -1.856244 

 6       -0.763256    1.198153   -1.504213 

 6       -2.045081    1.069529   -0.998688 

 6       -2.557722   -0.207053   -0.846960 

 

C6F2I4···C6F2I4–1 

E = -3238.17348444  

 

9        3.974893   -0.532229    0.637920 

53        3.603989    2.382294   -0.168316 

53       -1.735919    0.836640    2.519125 

53        2.727890   -3.044944    2.032542 

 6        2.288024    1.087292    0.790641 

 6        1.000448    1.430387    1.203113 

 6        0.195564    0.476493    1.827835 

 6        0.696695   -0.799728    2.032116 

 6        1.975162   -1.156447    1.648185 

 6        2.748804   -0.198836    1.023106 

53        0.285409    3.360775    0.892155 

 9       -0.062552   -1.712670    2.626913 

 9       -3.974893    0.532229   -0.637920 

53       -3.603989   -2.382294    0.168316 

53        1.735919   -0.836640   -2.519125 

53       -2.727890    3.044944   -2.032542 

 6       -2.288024   -1.087292   -0.790641 

 6       -1.000448   -1.430387   -1.203113 

 6       -0.195564   -0.476493   -1.827835 

 6       -0.696695    0.799728   -2.032116 

 6       -1.975162    1.156447   -1.648185 

 6       -2.748804    0.198836   -1.023106 

53       -0.285409   -3.360775   -0.892155 

 9        0.062552    1.712670   -2.626913 

 

C6F2I4···C6F2I4–2 



E = -3238.17265817  

 

53       2.905494    3.068289    0.652220 

53      -1.781996    0.046149    2.663200 

53       2.899656   -3.100404    0.839574 

53       4.726869   -0.032662    0.237555 

 9       0.146435    2.343127    1.732153 

 9       0.144614   -2.306413    1.876330 

 6       2.084561    1.202241    1.066250 

 6       0.785302    1.192749    1.548942 

 6       0.123441    0.019863    1.855456 

 6       0.783826   -1.170228    1.621204 

 6       2.082684   -1.210884    1.138825 

 6       2.747479   -0.011662    0.880862 

53      -2.905494   -3.068289   -0.652220 

53       1.781996   -0.046149   -2.663200 

53      -2.899656    3.100404   -0.839574 

 6      -2.084561   -1.202241   -1.066250 

 6      -0.785302   -1.192749   -1.548942 

 6      -0.123441   -0.019863   -1.855456 

 6      -0.783826    1.170228   -1.621204 

 6      -2.082684    1.210884   -1.138825 

 6      -2.747479    0.011662   -0.880862 

 9      -0.144614    2.306413   -1.876330 

53      -4.726869    0.032662   -0.237555 

 9      -0.146435   -2.343127   -1.732153 

 

C6FI5···C6FI5–1 

E = -3633.73523755  

 

9         3.866652   -0.005700    1.182984 

53         3.001236    2.887665    1.195940 

53        -2.212155   -0.129677    2.285473 

53         3.189634   -2.921849    1.582010 

53        -0.538220    2.946945    1.828631 

53        -0.323401   -3.117007    2.322621 

 6         1.871330    1.165189    1.490837 

 6         0.501456    1.139657    1.742594 

 6        -0.146786   -0.085211    1.946182 

 6         0.582964   -1.280504    1.922390 

 6         1.950885   -1.251164    1.658060 

 6         2.562743   -0.030976    1.439980 

 9        -3.866652    0.005700   -1.182984 

53        -3.001236   -2.887665   -1.195940 



53         2.212155    0.129677   -2.285473 

53        -3.189634    2.921849   -1.582010 

 6        -1.871330   -1.165189   -1.490837 

 6        -0.501456   -1.139657   -1.742594 

 6         0.146786    0.085211   -1.946182 

 6        -0.582964    1.280504   -1.922390 

 6        -1.950885    1.251164   -1.658060 

 6        -2.562743    0.030976   -1.439980 

53         0.323401    3.117007   -2.322621 

53         0.538220   -2.946945   -1.828631 

 

C6FI5···C6FI5–2 

E = -3633.73429023  

 

53        2.815365    3.146487   -0.280603 

53       -1.711867    0.267711    2.654653 

53        3.452991   -2.406661    2.205738 

 6        2.055809    1.499066    0.758286 

 6        0.727023    1.504209    1.199254 

 6        0.224947    0.412037    1.904403 

 6        1.056387   -0.665364    2.148014 

 6        2.371561   -0.696351    1.720797 

 6        2.876970    0.394019    1.017283 

53       -0.543291    3.115750    0.810928 

 9        0.576214   -1.705627    2.822069 

53        4.855433    0.333315    0.357639 

53       -2.815365   -3.146487    0.280603 

53        1.711867   -0.267711   -2.654653 

53       -3.452991    2.406661   -2.205738 

 6       -2.055809   -1.499066   -0.758286 

 6       -0.727023   -1.504209   -1.199254 

 6       -0.224947   -0.412037   -1.904403 

 6       -1.056387    0.665364   -2.148014 

 6       -2.371561    0.696351   -1.720797 

 6       -2.876970   -0.394019   -1.017283 

53        0.543291   -3.115750   -0.810928 

 9       -0.576214    1.705627   -2.822069 

53       -4.855433   -0.333315   -0.357639 

 

C6I6···C6I6 

E = -4029.28675777  

 

6         2.520626    1.232943    0.920712 

 6         1.282641    1.338647    1.562921 



 6         0.548245    0.185838    1.857298 

 6         1.071363   -1.074362    1.550525 

 6         2.316891   -1.180594    0.924385 

 6         3.033677   -0.025993    0.596133 

53         3.606284    2.959494    0.450119 

53         0.548618    3.216320    2.124320 

53         4.868380   -0.183086   -0.399022 

53         3.108991   -3.066373    0.480385 

53        -1.342386    0.346699    2.744806 

53        -0.004478   -2.799861    2.048640 

 6        -1.071363    1.074362   -1.550525 

 6        -2.316891    1.180594   -0.924385 

 6        -3.033677    0.025993   -0.596133 

 6        -2.520626   -1.232943   -0.920712 

 6        -1.282641   -1.338647   -1.562921 

 6        -0.548245   -0.185838   -1.857298 

53        -0.548618   -3.216320   -2.124320 

53        -3.606284   -2.959494   -0.450119 

53         0.004478    2.799861   -2.048640 

53         1.342386   -0.346699   -2.744806 

53        -3.108991    3.066373   -0.480385 

53        -4.868380    0.183086    0.399022 

 

 

S2. The full citation for ref 22. 
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