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Optimized energies and atomic coordinates 

 

Cs-C6H6F6-I 

E = -861.68859250  

 

     C                    0.70528945    -0.21092732     1.26365397 

     C                    -0.56381250    -0.98471297     1.03482127 

     C                    -1.34962400    -0.53164622    -0.16485269 

     C                    -0.46807206    -0.51344123    -1.38295571 

     C                    0.79914666     0.27661489    -1.20862992 

     C                    1.53681720    -0.20187128     0.01090843 

     F                    0.40246464     1.11072791     1.65359292 

     F                    -1.36073922    -0.89681191     2.16110742 

     F                    -1.88442887     0.75359650     0.06467383 

    F                    -1.17970057    -0.00627389    -2.45403298 

    F                    0.50254931     1.65085018    -1.08922907 

    F                    2.65362028     0.58822442     0.20956805 

    H                    1.26773560    -0.64278940     2.08637500 

    H                    -0.26876796    -2.02646569     0.84419671 

    H                    -2.20224210    -1.18473377    -0.32636349 

    H                    -0.16771423    -1.55444265    -1.57067967 

    H                    1.42646016     0.18398253    -2.09011638 

    H                    1.82522732    -1.24489812    -0.18377997 

    Cs                  -0.95700014     3.37415834     0.62160327 

    I                   1.05169166    -3.70361572    -0.68384490 

 

Cs-C6H6F6-Cl 

E = -865.62419355     

  

     C                    0.93172784    -1.04218139     1.11744842 

     C                    -0.33808980    -1.81654435     0.89104562 

     C                    -1.12161320    -1.36145150    -0.30987920 

     C                    -0.24352705    -1.34344720    -1.53104733 
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     C                    1.02711554    -0.55785026    -1.35472322 

     C                    1.76700288    -1.03021870    -0.13333655 

     F                    0.62646122     0.28087249     1.50690205 

     F                    -1.13691853    -1.71638636     2.01782042 

     F                    -1.65337984    -0.07346664    -0.07864250 

    F                    -0.95758618    -0.81874962    -2.59530320 

    F                    0.73210567     0.81877200    -1.23895854 

    F                    2.87369356    -0.22238933     0.06801285 

    H                    1.49328033    -1.46966163     1.94273862 

    H                    -0.04343014    -2.85642590     0.70023448 

    H                    -1.97843238    -2.00910135    -0.46983369 

    H                    0.05373251    -2.38308507    -1.72102325 

    H                    1.65450673    -0.65125425    -2.23613341 

    H                    2.05926339    -2.07088280    -0.32645976 

    Cs                  -0.72057596     2.54189236     0.46885933 

    Cl                  1.17771270    -4.11905589    -0.76502732 

 

Cs-C6H12-I 

E = -266.72519354  

 

     C                    1.27025628    -1.87466413     0.04289177 

     C                    2.42775468    -0.99324053     0.48155886 

     C                    2.22007576     0.44462513     0.03576966 

     C                    0.90728090     0.99121970     0.57790028 

     C                    -0.23214486     0.09516270     0.12374773 

     C                    -0.04777874    -1.34051457     0.58460298 

     H                    1.42428170    -2.90314559     0.36844868 

     H                    1.20695026    -1.86274614    -1.04689233 

     H                    3.36024563    -1.37660181     0.06996678 

    H                    2.52471929    -1.02958966     1.57419813 

    H                    2.16363319     0.47490983    -1.05404543 

    H                    3.05230723     1.07113919     0.35571794 

    H                    0.74644945     2.01111322     0.22750789 

    H                    1.00061748     1.03352969     1.67697398 

    H                    -0.20484358     0.08087444    -0.97672099 

    H                    -1.22367469     0.50212626     0.35123807 

    H                    -0.87844715    -1.95637015     0.23884409 

    H                    -0.00874934    -1.43082225     1.68401324 

    Cs                  -1.37962542     0.57203200     2.98880469 

    I                   0.39594369    -0.17285499    -3.37883123 

 

Cs-C6H12-Cl 

E = -270.654889630737  
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     C                    1.38080663    -1.92196181    -1.03699678 

     C                    2.54084711    -1.04277793    -0.59971260 

     C                    2.32979240     0.39552844    -1.04334302 

     C                    1.02241488     0.93909528    -0.48421598 

     C                    -0.12100261     0.04655401    -0.93926716 

     C                    0.06905860    -1.38940088    -0.47761895 

     H                    1.53708845    -2.95297453    -0.71963975 

     H                    1.30615527    -1.88968474    -2.12587622 

     H                    3.47149440    -1.42492496    -1.01700393 

    H                    2.64312587    -1.08189044     0.49306976 

    H                    2.25148671     0.41953731    -2.13221389 

    H                    3.16515851     1.02215939    -0.73081262 

    H                    0.86036080     1.96307218    -0.82231488 

    H                    1.12783186     0.97097229     0.61489685 

    H                    -0.07671429     0.02551328    -2.04348529 

    H                    -1.11252967     0.45311482    -0.70780046 

    H                    -0.76562505    -2.00720677    -0.81034052 

    H                    0.12481448    -1.48045806     0.62183220 

    Cs                  -1.21838503     0.50401446     1.93255977 

    Cl                  0.65152363    -0.27645130    -4.02406007 

 


