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1a, E= -2.168770 
 
C       -0.381360000      1.347890000      0.000000000 
C       -0.456980000     -0.055530000      0.000000000 
C        0.346310000     -0.573450000      1.281700000 
C        0.346310000     -0.573450000     -1.281700000 
H        0.602130000      1.834800000      0.000000000 
H       -1.256770000      2.009390000      0.000000000 
H       -1.481500000     -0.441490000      0.000000000 
H        0.302420000     -1.668230000      1.199140000 
H       -0.145950000     -0.246460000      2.202360000 
H        1.389480000     -0.239480000      1.263140000 
H        0.302420000     -1.668230000     -1.199140000 
H        1.389480000     -0.239480000     -1.263140000 
H       -0.145950000     -0.246460000     -2.202360000 
 
1b, E= -1.857002 
 
C       -0.652490000      1.707310000      0.000000000 
C       -0.760310000      0.339670000      0.000000000 
Si       0.303110000     -0.453670000      1.528670000 
Si       0.303110000     -0.453670000     -1.528670000 
H        0.326020000      2.201200000      0.000000000 
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H       -1.523560000      2.370500000      0.000000000 
H       -1.788730000     -0.048000000      0.000000000 
H        0.196740000     -1.916250000      1.292360000 
H       -0.412480000      0.013800000      2.743180000 
H        1.680650000      0.085520000      1.393210000 
H        0.196740000     -1.916250000     -1.292360000 
H        1.680650000      0.085520000     -1.393210000 
H       -0.412480000      0.013800000     -2.743180000 
 
1c, E= -1.765012 
 
C       -0.837340000      1.963760000      0.000000000 
C       -0.956020000      0.601370000      0.000000000 
Ge       0.159140000     -0.233250000      1.601330000 
Ge       0.159140000     -0.233250000     -1.601330000 
H        0.142790000      2.452680000      0.000000000 
H       -1.703590000      2.633540000      0.000000000 
H       -1.980900000      0.209060000      0.000000000 
H        0.026370000     -1.728830000      1.332490000 
H       -0.600980000      0.269820000      2.823140000 
H        1.569570000      0.326130000      1.446060000 
H        0.026370000     -1.728830000     -1.332490000 
H        1.569570000      0.326130000     -1.446060000 
H       -0.600980000      0.269820000     -2.823140000 
 
1d, E= -1.676183 
 
C       -0.975390000      2.113220000      0.000000000 
C       -1.101430000      0.757210000      0.000000000 
Sn       0.114510000     -0.161910000      1.760620000 
Sn       0.114510000     -0.161910000     -1.760620000 
H        0.003550000      2.603940000      0.000000000 
H       -1.839920000      2.785130000      0.000000000 
H       -2.128080000      0.370800000      0.000000000 
H       -0.024540000     -1.829470000      1.434320000 
H       -0.777840000      0.414620000      3.090400000 
H        1.674660000      0.498580000      1.564890000 
H       -0.024540000     -1.829470000     -1.434320000 
H        1.674660000      0.498580000     -1.564890000 
H       -0.777840000      0.414620000     -3.090400000 
 
1e, E= -1.579758 
 
C       -1.060950000      2.219990000      0.000000000 
C       -1.188940000      0.869620000      0.000000000 
Pb       0.072190000     -0.101010000      1.839030000 
Pb       0.072190000     -0.101010000     -1.839030000 
H       -0.083660000      2.713080000      0.000000000 
H       -1.925420000      2.892560000      0.000000000 
H       -2.211940000      0.477090000      0.000000000 
H       -0.087010000     -1.808880000      1.442330000 
H       -0.901820000      0.507780000      3.167100000 
H        1.665630000      0.616270000      1.620190000 
H       -0.087010000     -1.808880000     -1.442330000 
H        1.665630000      0.616270000     -1.620190000 
H       -0.901820000      0.507780000     -3.167100000 
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2a, E= -4.009071 
 
H        0.000000000      1.217290000     -1.477650000 
C        0.000000000      1.300250000     -0.383300000 
C        1.273990000      2.077680000      0.098420000 
C        0.000000000      0.000000000      0.242230000 
C        0.000000000     -1.300250000     -0.383300000 
H        0.000000000     -1.217290000     -1.477650000 
C        1.273990000     -2.077680000      0.098420000 
C       -1.273990000     -2.077680000      0.098420000 
H        0.000000000      0.000000000      1.343660000 
C       -1.273990000      2.077680000      0.098420000 
H        1.226510000      3.068420000     -0.370710000 
H        2.196890000      1.581530000     -0.218540000 
H        1.277940000      2.202420000      1.188200000 
H        1.226510000     -3.068420000     -0.370710000 
H        1.277940000     -2.202420000      1.188200000 
H        2.196890000     -1.581530000     -0.218540000 
H       -1.226510000      3.068420000     -0.370710000 
H       -2.196890000      1.581530000     -0.218540000 
H       -1.277940000      2.202420000      1.188200000 
H       -1.226510000     -3.068420000     -0.370710000 
H       -1.277940000     -2.202420000      1.188200000 
H       -2.196890000     -1.581530000     -0.218540000 
 
2b, E= -3.347188 
 
C        0.000000000      1.277770000      0.499500000 
C        0.000000000      0.000000000     -0.125270000 
C        0.000000000     -1.277770000      0.499500000 
Si       1.541380000     -2.354670000     -0.084550000 
Si      -1.541380000      2.354670000     -0.084550000 
Si       1.541380000      2.354670000     -0.084550000 
Si      -1.541380000     -2.354670000     -0.084550000 
H        0.000000000      1.216570000      1.599250000 
H        1.357830000      3.676720000      0.571150000 
H        2.772550000      1.658060000      0.378490000 
H        1.472240000      2.441700000     -1.569280000 
H        0.000000000      0.000000000     -1.227510000 
H        0.000000000     -1.216570000      1.599250000 
H        1.357830000     -3.676720000      0.571150000 
H        1.472240000     -2.441700000     -1.569280000 
H        2.772550000     -1.658060000      0.378490000 
H       -1.357830000     -3.676720000      0.571150000 
H       -1.472240000     -2.441700000     -1.569280000 
H       -2.772550000     -1.658060000      0.378490000 
H       -1.357830000      3.676720000      0.571150000 
H       -2.772550000      1.658060000      0.378490000 
H       -1.472240000      2.441700000     -1.569280000 
 
2c, E= -3.152512 
 
Ge       1.610890000      2.394990000      0.051720000 
C        0.000000000      1.275720000     -0.569630000 
Ge      -1.610890000      2.394990000      0.051720000 
C        0.000000000      0.000000000      0.054440000 
C        0.000000000     -1.275720000     -0.569630000 
Ge      -1.610890000     -2.394990000      0.051720000 
Ge       1.610890000     -2.394990000      0.051720000 
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H        0.000000000      1.224740000     -1.668120000 
H        0.000000000     -1.224740000     -1.668120000 
H        0.000000000      0.000000000      1.155760000 
H        1.389800000      3.762950000     -0.587660000 
H        2.856410000      1.683760000     -0.473610000 
H        1.551630000      2.433340000      1.578540000 
H        1.389800000     -3.762950000     -0.587660000 
H        1.551630000     -2.433340000      1.578540000 
H        2.856410000     -1.683760000     -0.473610000 
H       -1.389800000      3.762950000     -0.587660000 
H       -2.856410000      1.683760000     -0.473610000 
H       -1.551630000      2.433340000      1.578540000 
H       -1.389800000     -3.762950000     -0.587660000 
H       -1.551630000     -2.433340000      1.578540000 
H       -2.856410000     -1.683760000     -0.473610000 
 
2d, E= -2.955890 
 
Sn       1.773030000      2.504370000      0.038780000 
C        0.000000000      1.270740000     -0.620040000 
Sn      -1.773030000      2.504370000      0.038780000 
C        0.000000000      0.000000000      0.007590000 
C        0.000000000     -1.270740000     -0.620040000 
Sn      -1.773030000     -2.504370000      0.038780000 
Sn       1.773030000     -2.504370000      0.038780000 
H        0.000000000      1.212790000     -1.717370000 
H        0.000000000     -1.212790000     -1.717370000 
H        0.000000000      0.000000000      1.108830000 
H        1.495010000      4.010610000     -0.618850000 
H        3.108690000      1.732700000     -0.598380000 
H        1.739240000      2.489410000      1.708370000 
H        1.495010000     -4.010610000     -0.618850000 
H        1.739240000     -2.489410000      1.708370000 
H        3.108690000     -1.732700000     -0.598380000 
H       -1.495010000      4.010610000     -0.618850000 
H       -3.108690000      1.732700000     -0.598380000 
H       -1.739240000      2.489410000      1.708370000 
H       -1.495010000     -4.010610000     -0.618850000 
H       -1.739240000     -2.489410000      1.708370000 
H       -3.108690000     -1.732700000     -0.598380000 
 
2e, -2.748203 
 
Pb       1.851960000      2.550490000      0.025690000 
C        0.000000000      1.265580000     -0.638890000 
Pb      -1.851960000      2.550490000      0.025690000 
C        0.000000000      0.000000000     -0.010200000 
C        0.000000000     -1.265580000     -0.638890000 
Pb      -1.851960000     -2.550490000      0.025690000 
C       1.851960000     -2.550490000      0.025690000 
H        0.000000000      1.213560000     -1.733100000 
H        0.000000000     -1.213560000     -1.733100000 
H        0.000000000      0.000000000      1.087840000 
H        1.468440000      4.154380000     -0.567340000 
H        3.191690000      1.770230000     -0.786750000 
H        1.890860000      2.413500000      1.773750000 
H        1.468440000     -4.154380000     -0.567340000 
H        1.890860000     -2.413500000      1.773750000 
H        3.191690000     -1.770230000     -0.786750000 
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H       -1.468440000      4.154380000     -0.567340000 
H       -3.191690000      1.770230000     -0.786750000 
H       -1.890860000      2.413500000      1.773750000 
H       -1.468440000     -4.154380000     -0.567340000 
H       -1.890860000     -2.413500000      1.773750000 
H       -3.191690000     -1.770230000     -0.786750000 
 
3a, E= -5.823396 
 
C       -1.438650000     -0.341780000      0.000000000 
C        0.000000000      0.000000000      0.000000000 
C        0.423330000      1.416800000      0.000000000 
C        1.015320000     -1.075020000      0.000000000 
C       -2.136480000      0.223080000     -1.275580000 
C       -2.136480000      0.223080000      1.275580000 
C        1.261430000      1.738730000     -1.275570000 
C        1.261430000      1.738730000      1.275570000 
C        0.875050000     -1.961810000     -1.275570000 
C        0.875050000     -1.961810000      1.275570000 
H       -1.555100000     -1.433020000      0.000000000 
H       -0.463490000      2.063260000      0.000000000 
H        2.018590000     -0.630250000      0.000000000 
H       -1.685580000     -0.164720000     -2.196850000 
H       -2.118990000      1.319320000     -1.298830000 
H       -3.184190000     -0.103010000     -1.242390000 
H       -2.118990000      1.319320000      1.298830000 
H       -1.685580000     -0.164720000      2.196850000 
H       -3.184190000     -0.103010000      1.242390000 
H        0.700120000      1.542170000     -2.196830000 
H        2.202060000      1.175460000     -1.298840000 
H        1.502890000      2.809110000     -1.242340000 
H        2.202060000      1.175460000      1.298840000 
H        0.700120000      1.542170000      2.196830000 
H        1.502890000      2.809110000      1.242340000 
H        0.985450000     -1.377430000     -2.196850000 
H       -0.083070000     -2.494790000     -1.298810000 
H        1.681310000     -2.706110000     -1.242360000 
H       -0.083070000     -2.494790000      1.298810000 
H        0.985450000     -1.377430000      2.196850000 
H        1.681310000     -2.706110000      1.242360000 
 
3b, E= -4.809043 
 
Si       1.781040000     -1.649540000     -1.549700000 
C        1.355580000     -0.544890000      0.000000000 
Si       1.781040000     -1.649540000      1.549700000 
C        0.000010000      0.000000000      0.000000000 
C       -0.205900000      1.446400000      0.000000000 
Si       0.537960000      2.367190000      1.549720000 
C       -1.149660000     -0.901510000      0.000000000 
Si      -2.319000000     -0.717650000      1.549720000 
Si      -2.319000000     -0.717650000     -1.549720000 
Si       0.537960000      2.367190000     -1.549720000 
H        2.102310000      0.266910000      0.000000000 
H       -0.819980000     -1.954100000      0.000000000 
H       -1.282310000      1.687160000      0.000000000 
H        1.517490000     -0.857680000     -2.784200000 
H        0.936590000     -2.877390000     -1.508410000 
H        3.225040000     -1.979650000     -1.408070000 
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H        0.936590000     -2.877390000      1.508410000 
H        1.517490000     -0.857680000      2.784200000 
H        3.225040000     -1.979650000      1.408070000 
H       -1.501440000     -0.885370000     -2.784200000 
H       -2.960100000      0.627610000     -1.508460000 
H       -3.326930000     -1.803100000     -1.408100000 
H       -2.960100000      0.627610000      1.508460000 
H       -1.501440000     -0.885370000      2.784200000 
H       -3.326930000     -1.803100000      1.408100000 
H       -0.016090000      1.743020000     -2.784200000 
H        2.023540000      2.249810000     -1.508490000 
H        0.101850000      3.782790000     -1.408070000 
H        2.023540000      2.249810000      1.508490000 
H       -0.016090000      1.743020000      2.784200000 
H        0.101850000      3.782790000      1.408070000 
 
3c, E= -4.509721 
 
Ge       2.428970000     -0.452980000     -1.614890000 
C        1.430500000      0.286770000      0.000000000 
Ge       2.428970000     -0.452980000      1.614890000 
C        0.000010000     -0.000010000      0.000000000 
C       -0.963600000      1.095440000      0.000000000 
Ge      -0.822190000      2.330000000      1.614890000 
C       -0.466890000     -1.382240000      0.000000000 
Ge      -1.606780000     -1.877020000      1.614890000 
Ge      -1.606780000     -1.877020000     -1.614890000 
Ge      -0.822190000      2.330000000     -1.614890000 
H        1.618900000      1.371280000      0.000000000 
H        0.378120000     -2.087670000      0.000000000 
H       -1.997020000      0.716340000      0.000000000 
H        1.752160000      0.086930000     -2.877270000 
H        2.371410000     -1.981950000     -1.552240000 
H        3.856710000      0.069830000     -1.460340000 
H        2.371410000     -1.981950000      1.552240000 
H        1.752160000      0.086930000      2.877270000 
H        3.856710000      0.069830000      1.460340000 
H       -0.800830000     -1.560810000     -2.877290000 
H       -2.902120000     -1.062660000     -1.552210000 
H       -1.867910000     -3.374880000     -1.460390000 
H       -2.902120000     -1.062660000      1.552210000 
H       -0.800830000     -1.560810000      2.877290000 
H       -1.867910000     -3.374880000      1.460390000 
H       -0.951420000      1.473900000     -2.877260000 
H        0.530750000      3.044590000     -1.552280000 
H       -1.988790000      3.305090000     -1.460330000 
H        0.530750000      3.044590000      1.552280000 
H       -0.951420000      1.473900000      2.877260000 
H       -1.988790000      3.305090000      1.460330000 
 
3d, E= -4.204066 
 
Sn       2.518140000     -0.564740000     -1.779730000 
C        1.434050000      0.253250000      0.000000000 
Sn       2.518140000     -0.564740000      1.779730000 
C        0.000000000      0.000000000      0.000000000 
C       -0.936350000      1.115290000      0.000000000 
Sn      -0.769990000      2.463160000      1.779710000 
C       -0.497700000     -1.368560000      0.000000000 
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Sn      -1.748150000     -1.898420000      1.779720000 
Sn      -1.748150000     -1.898420000     -1.779720000 
Sn      -0.769990000      2.463160000     -1.779710000 
H        1.651880000      1.331280000      0.000000000 
H        0.326980000     -2.096220000      0.000000000 
H       -1.978870000      0.764930000      0.000000000 
H        1.780320000      0.122580000     -3.162560000 
H        2.354740000     -2.269380000     -1.734380000 
H        4.133280000     -0.048910000     -1.565860000 
H        2.354740000     -2.269380000      1.734380000 
H        1.780320000      0.122580000      3.162560000 
H        4.133280000     -0.048910000      1.565860000 
H       -0.784020000     -1.603180000     -3.162570000 
H       -3.142710000     -0.904580000     -1.734390000 
H       -2.109020000     -3.555080000     -1.565800000 
H       -3.142710000     -0.904580000      1.734390000 
H       -0.784020000     -1.603180000      3.162570000 
H       -2.109020000     -3.555080000      1.565800000 
H       -0.996380000      1.480570000     -3.162550000 
H        0.787980000      3.173950000     -1.734360000 
H       -2.024260000      3.604000000     -1.565800000 
H        0.787980000      3.173950000      1.734360000 
H       -0.996380000      1.480570000      3.162550000 
H       -2.024260000      3.604000000      1.565800000 
 
3e, E=-3.884528 
 
Pb       2.573300000     -0.603640000     -1.843640000 
C        1.430020000      0.254610000      0.000000000 
Pb       2.573300000     -0.603640000      1.843640000 
C        0.000040000      0.000030000      0.000000000 
C       -0.935470000      1.111120000      0.000000000 
Pb      -0.764070000      2.530210000      1.843720000 
C       -0.494490000     -1.365670000      0.000000000 
Pb      -1.809220000     -1.926570000      1.843730000 
Pb      -1.809220000     -1.926570000     -1.843730000 
Pb      -0.764070000      2.530210000     -1.843720000 
H        1.659670000      1.327580000      0.000000000 
H        0.319920000     -2.101030000      0.000000000 
H       -1.979500000      0.773440000      0.000000000 
H        1.742230000      0.022530000     -3.273820000 
H        2.480960000     -2.366760000     -1.712870000 
H        4.205360000      0.043560000     -1.651110000 
H        2.480960000     -2.366760000      1.712870000 
H        1.742230000      0.022530000      3.273820000 
H        4.205360000      0.043560000      1.651110000 
H       -0.851400000     -1.519800000     -3.273860000 
H       -3.290040000     -0.965180000     -1.712970000 
H       -2.064710000     -3.663600000     -1.651340000 
H       -3.290040000     -0.965180000      1.712970000 
H       -0.851400000     -1.519800000      3.273860000 
H       -2.064710000     -3.663600000      1.651340000 
H       -0.890770000      1.497380000     -3.273870000 
H        0.808890000      3.332020000     -1.713020000 
H       -2.140650000      3.619960000     -1.651200000 
H        0.808890000      3.332020000      1.713020000 
H       -0.890770000      1.497380000      3.273870000 
H       -2.140650000      3.619960000      1.651200000 
 


