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Optimized geometries in cartesian coordinates calculated at the M06-

2X/6-31G** level of theory
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-1.78897300
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1.53010200
1.73116400
0.63398000
-0.58083100
-0.23427200
1.19404500
-2.35657200
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-1.51539000
-0.58272000
-1.10235900
-0.62761600
-1.72650900
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1.78782300
1.82014900
0.62550300
-3.40816000
-2.26593800
-1.52764100
-2.21367400
-3.37578900
0.33346900
-0.13513000
-1.58585000
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TS-Li"@Cgo(CsHs)
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-0.13197200
1.31871600
1.80296000
0.65106800
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-3.22160100
-2.05748300
-2.72179800
-3.38905000
-3.13708200
-2.31407900
-0.88660100
-2.15961600
-2.12117200
-0.82566100
-0.06226700
-0.80531800
-1.45178000
-0.74562200
0.59508600
-1.33766900
-2.51142000
-1.32616500
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1.73460400
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0.64408700
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2.79680600
1.69926100
0.97687200
1.63177700
-0.40466000
1.00335300
3.14820200
3.06382000
0.87148200
-1.19951400
-0.57299300
2.27453000
1.19813300
3.43582400
3.47479700
2.42414100
1.37491200

-1.19285300
0.24480100
0.58890700
-1.04324600
-1.64493100
-0.58772100
0.66706700
0.38510400
-3.25327700
-2.73341000
-2.69525800
-3.19212700
-3.53737700
1.15908900
0.00980300
-1.27219700
-1.31333200
2.10639100
0.01102200
-2.19016700
-2.26681500
-0.11865100
-0.04678800
0.16379500
-0.19019000
1.14998600
1.11030700
2.08383300

-2.08488800
-2.08032600
-2.89831500
-3.40548800
-2.89715500
-3.52139500
-2.52099100
-0.92215500
-0.92979200
-2.52184300
-3.13040000
-2.64155100
-0.54920700
-1.32540200
0.28021000
0.28355100
-0.53063400
-1.31188300
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1.88519000
2.98421700
3.72045100
4.13509000
-1.99519900
-0.84214100
1.99695800
3.19111100
-2.33186100
-2.94682400
0.01715400
1.46791900
-1.87287600
-0.67126300
-2.94701100
-2.39385300
-0.13248100
1.31820000
3.65344700
4.13489700
2.17039700
3.32353700
3.32334100
3.72016700
2.94208600
1.80227900
-0.54383100
-1.64608700
-2.33209100
-1.87302000
0.06596900
1.45383600
2.98362300
0.65029500
-1.60418700
-0.67147200
2.17009500
-0.46121900
0.01665200
0.69121400
1.88455600
1.46741100
-4.96680900
-5.11737400
-5.43106300
-5.47459900
-5.11675300
-5.47391200
-5.43147100

-1.13280300
-0.44358400
-0.96515200
0.15839700
2.15551600
2.87265500
2.95712900
2.30599300
-1.13416800
-0.03842600
-2.41405500
-2.37391300
-2.30179500
-2.94736200
-0.15662000
0.96752800
2.38063800
2.42261200
1.14402200
0.04560100
-2.86950500
-2.15270900
-2.27075500
-1.19596500
0.58142300
1.20701700
1.14062700
0.45124900
-1.36564900
-2.42171000
-3.46744400
-3.42695600
-0.86556500
0.41197200
-0.99351400
-3.13882500
-3.06065700
-1.69102500
-2.78872700
-0.97008500
-1.62550000
-2.74829600
0.05884500
-0.00093600
-1.33659500
1.15828200
-0.22434000
1.28502600
-1.22175800

-3.13174600
-2.63931100
-1.50239400
-0.68261700
0.91002800
1.41375200
1.42054400
0.91704900
-1.52100600
-0.73265300
-2.50851700
-2.50324500
-0.92763600
-1.42155300
0.71595000
1.50138500
2.50364000
2.50624100
1.51803000
0.70003700
-1.41356000
-0.90389300
0.54360200
1.32679200
2.65078500
3.13570000
3.12299100
2.62920200
1.31637500
0.54174300
-0.28296000
-0.27950300
2.53304300
3.51877400
2.51321000
0.92474900
0.93007300
2.89433900
2.08394100
3.40926700
2.90707400
2.08555500
-2.44934100
-1.37328000
0.59609700
0.87234300
1.35478700
-0.67213100
-0.80548500



CEZTTITZTTT

75

-6.47854100
-4.96570300
-4.81700900
-5.46212100
-5.46130800
-4.81917100
-6.47713600
-0.75510600

product-Li*@Cgo(CeHg)
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1.81778900
0.65281700
-0.52836700
-0.09659200
1.35401200
-0.80090600
-0.08261000
-0.80087700
-1.96841000
-1.96843200
1.84530000
1.40366900
-0.04707400
-0.50061500
0.66637600
-1.64616900
-2.40151800
-3.16311100
-2.37568300
-1.63110000
-0.52848400
0.65266600
1.81765800
1.35393100
-0.09664200
2.94446200
3.66096300
4.11920200
3.68351100
2.95844800
-1.64604600
-1.63100300
-2.37562800
-3.16305200
-2.40136600
2.03854800
1.30361000
2.03848200

1.36676000
-0.34037800
2.09299800
-2.11728200
-2.31995400
1.90205600
1.55512700
-0.43878800

3.03411000
3.48108800
3.02700600
2.30964300
2.30810200
-1.17253700
0.00379900
1.17920000
0.74518400
-0.74006800
3.03117400
2.30240200
2.30411300
3.02408700
3.47981100
-2.58262300
-1.43502900
-0.80911900
-1.43655300
-2.58354200
-3.02382000
-3.47952100
-3.03096700
-2.30236400
-2.30386600
2.59811800
1.42208000
0.69366300
1.41941900
2.59646800
2.58427600
2.58196000
1.43396100
0.80914900
1.43769800
1.17973500
0.00379200
-1.17309200

1.25688900
2.42617500
-1.00518000
-1.41850000
1.05520400
1.33329000
-1.01827300
-0.03597700

1.43000300
0.68991100
1.40613300
2.57879100
2.59858800
2.98561600
3.43872000
2.98309800
2.24987800
2.25146400
-1.41277300
-2.58832900
-2.59651300
-1.43395400
-0.69608600
0.70806400
1.14598200
-0.03529100
-1.19934700
-0.74453200
1.41276800
0.69753500
1.43662500
2.60363100
2.58382800
0.74602900
1.20177900
0.03301100
-1.14576300
-0.70635000
0.70235200
-0.75023100
-1.20246700
-0.03705800
1.14280400
3.02937200
3.46377500
3.03194500
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3.21838800
3.21840500
2.94433000
2.95836900
3.68345500
4.11918300
3.66090400
-0.01707900
-0.74425300
-1.92680000
-1.92676000
-0.74422400
3.26207100
2.09609900
1.36945700
2.09616100
3.26209700
-0.50073200
-0.04714700
1.40358300
1.84519200
0.66626200
-4.66244500
-5.30511900
-5.30513100
-4.66246100
-4.66288700
-5.72848800
-5.72848900
-4.66283000
-0.87198300
-5.37919400
-4.88658700
-6.39893700
-5.37894900
-6.39853300
-4.88582500

-0.72444300
0.72948200
-2.59655600
-2.59811500
-1.42206600
-0.69371700
-1.41951900
-0.00379500
-1.17934900
-0.74545500
0.74045100
1.17277100
-0.72946100
-1.17980300
-0.00381500
1.17315400
0.72436000
-3.02723500
-2.30982900
-2.30815900
-3.03436900
-3.48136700
1.28577600
0.66594900
-0.66858600
-1.28588100
2.37830500

1.27457200
-1.27887700
-2.37848200
-0.00055900
-0.77166800
-1.16805100
-1.16118500

0.77417800

1.16406600

1.17210300

2.32198800
2.32038600
0.75172400
-0.70065100
-1.14262100
0.03456000
1.20491500
-3.45063600
-3.00911000
-2.29969000
-2.30127700
-3.01166400
-2.26954300
-3.00108100
-3.44930600
-3.00365700
-2.27114200
-1.42732500
-2.59144600
-2.58327100
-1.40613200
-0.68846100
-0.07922000
-1.29177000
-1.29037600
-0.07657300
-0.11515400
-2.08305700
-2.08038900
-0.11023600
-0.04806100
1.18843000
2.08111500
1.18649300
1.18694100
1.18473800
2.07864900



