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4 [B3LYP/6-311+G(d,p)]
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4 [M06/6-311+G(d,p)]
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-4.123650000000
-2.017962000000
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2.129868000000
1.264892000000
-2.818859000000
1.211138000000
-1.220607000000
-1.282453000000
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-0.061732000000
3.544890000000
2.155485000000
-1.394870000000
-2.211688000000
2.237336000000
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5 [B3LYP/6-311+G(d,p)]
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0.924341000000
2.416999000000
2.703352000000
3.927017000000
3.910361000000
4.389240000000
3.633019000000
3.633014000000
2.417380000000
1.969595000000
0.275365000000
-0.014308000000
-1.493348000000
-1.499957000000
-2.727227000000
-1.969593000000
-2.417376000000
-1.224158000000
-1.224155000000
0.469628000000
-0.275365000000
-1.969595000000
-2.417380000000
-3.633014000000
-3.633019000000
-4.389240000000
-3.910361000000
-3.927017000000
-2.703352000000
-2.416999000000
-0.924341000000
-0.469628000000
1.224155000000
1.224158000000
2.417376000000
1.969593000000
2.727227000000
1.499957000000
1.493348000000
0.014308000000
-1.499962000000
-2.727230000000
-3.910360000000
-4.389235000000
-4.854391000000
-4.831057000000
-4.396307000000
-3.463063000000
-2.989877000000
-1.516603000000
-0.469631000000
-0.924337000000
0.275360000000
-0.014309000000
-1.493348000000
-2.703355000000
-3.927010000000
-4.396291000000
-3.463046000000
-2.416994000000
3.463063000000
4.396307000000

-2.843816000000
-2.857569000000
-3.745642000000
-2.853609000000
-2.840772000000
-1.441303000000
-0.890857000000
0.890849000000
1.755941000000
3.179033000000
3.729898000000
4.619059000000
4.596161000000
4.616541000000
3.728770000000
3.179027000000
1.755937000000
0.890592000000
-0.890608000000
-1.441422000000
-3.729898000000
-3.179033000000
-1.755941000000
-0.890849000000
0.890857000000
1.441303000000
2.840772000000
2.853609000000
3.745642000000
2.857569000000
2.843816000000
1.441422000000
0.890608000000
-0.890592000000
-1.755937000000
-3.179027000000
-3.728770000000
-4.616541000000
-4.596161000000
-4.619059000000
-4.616542000000
-3.728776000000
-2.840772000000
-1.441298000000
0.000004000000
0.000002000000
1.413468000000
1.415558000000
0.000003000000
0.000008000000
-1.441410000000
-2.843811000000
-3.729906000000
-4.619069000000
-4.596167000000
-3.745651000000
-2.853615000000
-1.413463000000
-1.415554000000
-2.857575000000
-1.415558000000
-1.413468000000

-3.912252000000
-3.189970000000
-1.672340000000
-0.734314000000
0.923213000000
1.671469000000
3.187376000000
3.187376000000
3.910196000000
3.187403000000
3.187677000000
1.671541000000
0.923689000000
-0.733776000000
-1.671583000000
-3.187400000000
-3.910195000000
-4.667116000000
-4.667124000000
-4.670434000000
-3.187677000000
-3.187403000000
-3.910196000000
-3.187376000000
-3.187376000000
-1.671469000000
-0.923213000000
0.734314000000
1.672340000000
3.189970000000
3.912252000000
4.670434000000
4.667124000000
4.667116000000
3.910195000000
3.187400000000
1.671583000000
0.733776000000
-0.923689000000
-1.671541000000
-0.733775000000
-1.671585000000
-0.923215000000
-1.671461000000
-0.733993000000
0.923275000000
1.671733000000
3.189378000000
3.911463000000
4.670738000000
4.670420000000
3.912252000000
3.187677000000
1.671550000000
0.923690000000
1.672345000000
0.734312000000
1.671722000000
3.189371000000
3.189967000000
-3.189378000000
-1.671733000000
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4.831057000000
4.854391000000
4.389235000000
3.910360000000
2.727230000000
1.499962000000
1.493348000000
0.014309000000
-0.275360000000
0.924337000000
0.469631000000
1.516603000000
2.989877000000
3.463046000000
4.396291000000
3.927010000000
2.703355000000
2.416994000000
-0.001114000000
-3.560296000000
-4.401422000000
-1.359980000000
3.560296000000
4.401422000000
1.359980000000
-3.560289000000
0.001114000000
1.359981000000
-1.359981000000
3.560289000000

-0.000002000000
-0.000004000000
1.441298000000
2.840772000000
3.728776000000
4.616542000000
4.596167000000
4.619069000000
3.729906000000
2.843811000000
1.441410000000
-0.000008000000
-0.000003000000
1.415554000000
1.413463000000
2.853615000000
3.745651000000
2.857575000000
0.000002000000
2.586890000000
0.000000000000
-4.184963000000
-2.586890000000
0.000000000000
4.184963000000
-2.586883000000
-0.000002000000
-4.184963000000
4.184963000000
2.586883000000

-0.923275000000
0.733993000000
1.671461000000
0.923215000000
1.671585000000
0.733775000000
-0.923690000000
-1.671550000000
-3.187677000000
-3.912252000000
-4.670420000000
-4.670738000000
-3.911463000000
-3.189371000000
-1.671722000000
-0.734312000000
-1.672345000000
-3.189967000000
4.913003000000
2.201011000000
-2.200769000000
-2.200428000000
-2.201011000000
2.200769000000
2.200428000000
2.201007000000
-4.913003000000
2.200429000000
-2.200429000000
-2.201007000000
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5 [M06/6-311+G(d,p)]
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2.408029000000
3.623272000000
4.377862000000
4.838463000000
4.809866000000
4.381637000000
3.452579000000
2.409565000000
0.920115000000
-0.275699000000
-1.963692000000
-2.719096000000
-3.895156000000
-3.914568000000
-4.381677000000
-3.452694000000
-2.979456000000
-1.511163000000
-0.467704000000
1.219271000000
1.963692000000
0.275699000000
-0.920115000000
-2.409565000000
-3.452579000000
-4.381637000000
-4.809866000000
-4.838463000000
-4.377862000000
-3.623272000000
-2.408029000000
-1.219271000000
0.467704000000
1.511163000000
2.979456000000
3.452694000000
4.381677000000
3.914568000000
3.895156000000
2.719096000000
1.494922000000
-0.012967000000
-1.487456000000
-2.695735000000
-3.914392000000
-3.895012000000
-4.377926000000
-3.623581000000
-2.408207000000
-1.219339000000
0.467710000000
0.920213000000
2.409656000000
2.695771000000
1.487522000000
0.013005000000
-1.494963000000
-2.719068000000
-1.963846000000
-0.275659000000
3.623581000000
4.377926000000
3.895012000000

-1.750542000000
-0.887743000000
-1.436202000000
0.000016000000
-0.000070000000
1.410673000000
1.412508000000
2.849596000000
2.834008000000
3.720968000000
3.172081000000
3.721333000000
2.830065000000
2.845243000000
1.410791000000
1.412609000000
0.000016000000
0.000011000000
-1.435813000000
-0.886633000000
-3.172081000000
-3.720968000000
-2.834008000000
-2.849596000000
-1.412508000000
-1.410673000000
0.000070000000
-0.000016000000
1.436202000000
0.887743000000
1.750542000000
0.886633000000
1.435813000000
-0.000011000000
-0.000016000000
-1.412609000000
-1.410791000000
-2.845243000000
-2.830065000000
-3.721333000000
-4.604120000000
-4.608238000000
-4.580753000000
-3.734455000000
-2.845133000000
-2.830012000000
-1.436259000000
-0.887892000000
-1.750661000000
-0.886674000000
-1.435941000000
-2.834285000000
-2.849775000000
-3.734512000000
-4.580781000000
-4.607967000000
-4.604180000000
-3.721376000000
-3.172210000000
-3.721030000000
0.887892000000
1.436259000000
2.830012000000

-3.893313000000
-3.177212000000
-1.667513000000
-0.733099000000
0.919365000000
1.665969000000
3.178602000000
3.179030000000
3.896778000000
3.177370000000
3.176193000000
1.667105000000
0.920670000000
-0.732619000000
-1.665997000000
-3.178706000000
-3.895545000000
-4.653283000000
-4.653468000000
-4.648130000000
-3.176193000000
-3.177370000000
-3.896778000000
-3.179030000000
-3.178602000000
-1.665969000000
-0.919365000000
0.733099000000
1.667513000000
3.177212000000
3.893313000000
4.648130000000
4.653468000000
4.653283000000
3.895545000000
3.178706000000
1.665997000000
0.732619000000
-0.920670000000
-1.667105000000
-0.732556000000
-1.667198000000
-0.920483000000
-1.666887000000
-0.732510000000
0.920767000000
1.667646000000
3.177374000000
3.893486000000
4.648087000000
4.653548000000
3.897105000000
3.179207000000
1.666985000000
0.920507000000
1.667125000000
0.732600000000
1.667271000000
3.176268000000
3.177496000000
-3.177374000000
-1.667646000000
-0.920767000000
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3.914392000000
2.695735000000
1.487456000000
0.012967000000
-1.494922000000
-1.487522000000
-2.695771000000
-2.409656000000
-0.920213000000
-0.467710000000
1.219339000000
2.408207000000
1.963846000000
2.719068000000
1.494963000000
-0.013005000000
0.275659000000
0.001551000000
-4.401049000000
-3.557726000000
1.359952000000
4.401049000000
3.557726000000
-1.359952000000
-1.359869000000
-0.001551000000
3.557836000000
-3.557836000000
1.359869000000

2.845133000000
3.734455000000
4.580753000000
4.608238000000
4.604120000000
4.580781000000
3.734512000000
2.849775000000
2.834285000000
1.435941000000
0.886674000000
1.750661000000
3.172210000000
3.721376000000
4.604180000000
4.607967000000
3.721030000000
-0.000079000000
0.000011000000
-2.586031000000
-4.186203000000
-0.000011000000
2.586031000000
4.186203000000
-4.186156000000
0.000079000000
-2.586170000000
2.586170000000
4.186156000000

0.732510000000
1.666887000000
0.920483000000
1.667198000000
0.732556000000
-0.920507000000
-1.666985000000
-3.179207000000
-3.897105000000
-4.653548000000
-4.648087000000
-3.893486000000
-3.176268000000
-1.667271000000
-0.732600000000
-1.667125000000
-3.177496000000
4.906964000000
2.200851000000
-2.199604000000
-2.200065000000
-2.200851000000
2.199604000000
2.200065000000
2.200116000000
-4.906964000000
2.199732000000
-2.199732000000
-2.200116000000
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