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Table 1.  Cartesian coordinates for geometry optimized structure of [TmButBenz]Tl. 

[TmButBenz]Tl 

-2831.79567939041 Hartrees 

Atom x y z 

Tl -0.006958188 10.27295894 20.13067065 

S -2.271690225 9.838057642 18.37110855 

N -0.769949132 8.973006161 16.2631578 

N -2.121940516 7.38283907 17.07735336 

B 0.003978959 10.27091241 15.87333384 

H 0.00494627 10.26948754 14.67165914 

C -1.706716042 8.702401698 17.2111248 

C -0.554611984 7.818494721 15.51962821 

C 0.330131643 7.60527368 14.45858176 

H 0.976330158 8.399615489 14.10766447 

C 0.360488882 6.343575876 13.87856696 

H 1.038042795 6.147062546 13.05302381 

C -0.471077732 5.324872649 14.35842666 

H -0.434791727 4.340249864 13.90116677 

C -1.349055891 5.533794747 15.41887975 

H -1.958176793 4.710272394 15.74922982 

C -1.394380113 6.805447918 16.01435151 

C -3.187635436 6.735923849 17.94616135 

C -2.711152218 6.712376633 19.41280691 

H -2.577830708 7.715636737 19.81225465 

H -1.764179567 6.168524553 19.49272815 
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H -3.456904672 6.190871087 20.02193096 

C -3.449261868 5.275675457 17.54130964 

H -3.81275994 5.183389007 16.51556057 

H -4.236687572 4.89853729 18.19975802 

H -2.574144427 4.638296313 17.68592662 

C -4.519396741 7.492686252 17.7668194 

H -4.441258484 8.537066827 18.06358454 

H -5.287695946 7.012991754 18.3822659 

H -4.842698492 7.444775094 16.72149011 

S 1.514329873 8.527574699 18.38163316 

N 1.515571647 10.2477123 16.26236489 

N 3.56923055 9.865535253 17.07286198 

C 2.217400388 9.573827663 17.21290924 

C 2.410194605 10.9994385 15.50955684 

C 2.154494013 11.86436223 14.44160227 

H 1.143268004 12.03032066 14.09300182 

C 3.234459868 12.50827099 13.85133822 

H 3.067505616 13.18648812 13.01990061 

C 4.532772992 12.29280757 14.32829473 

H 5.369380158 12.80626166 13.86325758 

C 4.788832322 11.43620724 15.39593932 

H 5.806962592 11.31629304 15.7238846 

C 3.707747679 10.77426141 16.00160451 

C 4.661954101 9.266783872 17.94289704 

C 4.449981152 9.703264972 19.40691045 

H 3.514355281 9.323493775 19.81222616 

H 4.451220746 10.79587699 19.47838067 
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H 5.275035227 9.320184878 20.01658728 

C 6.059036484 9.760396941 17.53011231 

H 6.316310085 9.483620748 16.50534673 

H 6.778849432 9.267882009 18.1896706 

H 6.179411555 10.83732455 17.66696198 

C 4.663441123 7.733574444 17.77541423 

H 3.717271708 7.286917679 18.07609755 

H 5.460527405 7.308163528 18.39419312 

H 4.864847427 7.467724028 16.73216487 

S 0.760439179 12.44918356 18.37702245 

N -0.732089007 11.59067654 16.26057761 

N -1.433232673 13.55528069 17.07771794 

C -0.501326003 12.53355379 17.2130394 

C -1.83485926 11.98602273 15.51280175 

C -2.457276412 11.33141694 14.44616332 

H -2.093060391 10.37454622 14.09485625 

C -3.55926473 11.94143937 13.8607507 

H -4.06450685 11.45706118 13.03054229 

C -4.024278183 13.17153519 14.34078792 

H -4.890187256 13.63716075 13.87897291 

C -3.409042294 13.82234204 15.40719746 

H -3.815760335 14.76285128 15.73676113 

C -2.291871917 13.21947747 16.008909 

C -1.467211082 14.79459567 17.95612764 

C -1.737927483 14.38222009 19.41755325 

H -0.93632074 13.76673 19.82059692 

H -2.680083159 13.82836248 19.48438869 
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H -1.827482215 15.28404113 20.03224853 

C -2.59827184 15.75345215 17.54894826 

H -2.48877462 16.12084084 16.52618882 

H -2.536832779 16.61984592 18.21330399 

H -3.588534871 15.31257798 17.68292435 

C -0.144413054 15.57075657 17.79383094 

H 0.718499801 14.97856202 18.09345052 

H -0.181042503 16.47120313 18.41595488 

H -0.015280144 15.8826992 16.75192388 
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