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BP86/def2-TZVP optimised cartesian coordinates of the studied gold cages in atomic units 
 
Au18 (C2v) 
 
   -4.00150274919485      2.73330982238841      0.62495247908671      au 
   -4.00150274919485     -2.73330982238841      0.62495247908671      au 
   -4.15930135762309      0.00000000000000      5.01620263007940      au 
   -5.17652297134990      0.00000000000000     -3.74757573423715      au 
   -2.65861029495731     -4.51395366238490     -4.17760710780401      au 
   -2.65861029495731      4.51395366238490     -4.17760710780401      au 
    0.00000000000000      0.00000000000000     -5.06857466394461      au 
    5.17652297134990      0.00000000000000     -3.74757573423715      au 
    2.65861029495731     -4.51395366238490     -4.17760710780401      au 
    2.65861029495731      4.51395366238490     -4.17760710780401      au 
    0.00000000000000     -6.20502803103215      0.03750135020620      au 
    0.00000000000000      6.20502803103215      0.03750135020620      au 
    0.00000000000000     -3.30511668832557      4.20436808700176      au 
    0.00000000000000      3.30511668832557      4.20436808700176      au 
    4.00150274919485     -2.73330982238841      0.62495247908671      au 
    4.00150274919485      2.73330982238841      0.62495247908671      au 
    4.15930135762309      0.00000000000000      5.01620263007940      au 
    0.00000000000000      0.00000000000000      8.25820051271339      au 
 
Au20 (Td) 
 
   -2.11667583358231     -2.11667583358231     -2.11667583358231      au 
    2.11667583358231      2.11667583358231     -2.11667583358231      au 
   -1.78967191122259      1.78967191122259     -5.76900626570761      au 
   -2.11667583358231      2.11667583358231      2.11667583358231      au 
   -1.78967191122259      5.76900626570761     -1.78967191122259      au 
   -5.76900626570761      1.78967191122259     -1.78967191122259      au 
    1.78967191122259     -1.78967191122259     -5.76900626570761      au 
   -5.41833083216091      5.41833083216091     -5.41833083216091      au 
   -5.76900626570761     -1.78967191122259      1.78967191122259      au 
    5.41833083216091     -5.41833083216091     -5.41833083216091      au 
    1.78967191122259      1.78967191122259      5.76900626570761      au 
    5.76900626570761      1.78967191122259      1.78967191122259      au 
    5.41833083216091      5.41833083216091      5.41833083216091      au 
   -1.78967191122259     -1.78967191122259      5.76900626570761      au 
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    2.11667583358231     -2.11667583358231      2.11667583358231      au 
   -5.41833083216091     -5.41833083216091      5.41833083216091      au 
   -1.78967191122259     -5.76900626570761      1.78967191122259      au 
    1.78967191122259     -5.76900626570761     -1.78967191122259      au 
    5.76900626570761     -1.78967191122259     -1.78967191122259      au 
    1.78967191122259      5.76900626570761      1.78967191122259      au 
 
Au32 (Ih) 
 
    6.15939554348443      4.47506280914813      3.80671579602801      au 
    0.00000000000000      0.00000000000000      8.51207529094085      au 
    6.15939554348443     -4.47506280914813      3.80671579602801      au 
   -2.35267974745642      7.24080372699226      3.80671579602801      au 
   -6.15939554348443     -4.47506280914813     -3.80671579602801      au 
   -6.15939554348443      4.47506280914813     -3.80671579602801      au 
   -7.61343159205601      0.00000000000000      3.80671579602801      au 
    2.27789485159255     -7.01063948416266      1.40781644108259      au 
   -2.27789485159255     -7.01063948416266     -1.40781644108259      au 
   -5.96360614426770     -4.33281348408456      1.40781644108259      au 
   -3.68571129267515     -2.67782600007811      5.96360614426770      au 
    1.40781644108259     -4.33281348408456      5.96360614426770      au 
    5.96360614426770     -4.33281348408456     -1.40781644108260      au 
    3.68571129267515     -2.67782600007811     -5.96360614426770      au 
   -1.40781644108259     -4.33281348408456     -5.96360614426770      au 
    7.37142258535029      0.00000000000000      1.40781644108259      au 
    4.55578970318510      0.00000000000000      5.96360614426770      au 
   -4.55578970318510      0.00000000000000     -5.96360614426770      au 
   -7.37142258535029      0.00000000000000     -1.40781644108259      au 
   -5.96360614426770      4.33281348408456      1.40781644108259      au 
   -3.68571129267515      2.67782600007811      5.96360614426770      au 
    1.40781644108259      4.33281348408456      5.96360614426770      au 
    3.68571129267515      2.67782600007811     -5.96360614426770      au 
   -1.40781644108259      4.33281348408456     -5.96360614426770      au 
   -2.27789485159255      7.01063948416266     -1.40781644108259      au 
    2.27789485159255      7.01063948416266      1.40781644108259      au 
    5.96360614426770      4.33281348408456     -1.40781644108260      au 
    2.35267974745642      7.24080372699225     -3.80671579602801      au 
    0.00000000000000      0.00000000000000     -8.51207529094085      au 
    7.61343159205601      0.00000000000000     -3.80671579602801      au 
    2.35267974745642     -7.24080372699225     -3.80671579602801      au 
   -2.35267974745642     -7.24080372699226      3.80671579602801      au 
 
Au42 (Ih) 
 
   -7.12443648512815      5.17620609451863     -4.40314389849903      au 
    7.12443648512815     -5.17620609451863      4.40314389849903      au 
    0.00000000000000      0.00000000000000     -9.84572907175727      au 
    0.00000000000000      0.00000000000000      9.84572907175727      au 
    8.80628779699806      0.00000000000000     -4.40314389849903      au 
   -8.80628779699806      0.00000000000000      4.40314389849903      au 
    8.23721354318195     -2.67643292225626      0.00000000000000      au 
   -8.23721354318195      2.67643292225626      0.00000000000000      au 
   -8.23721354318195     -2.67643292225626      0.00000000000000      au 
    8.23721354318195      2.67643292225626      0.00000000000000      au 
   -7.36758777109469      0.00000000000000     -4.55341965763460      au 
    7.36758777109469      0.00000000000000      4.55341965763460      au 
   -7.12443648512815     -5.17620609451863     -4.40314389849903      au 
    7.12443648512815      5.17620609451863      4.40314389849903      au 
   -3.68379388554735     -2.67643292225626     -7.36758777109469      au 
    3.68379388554735      2.67643292225626      7.36758777109469      au 
   -3.68379388554735      2.67643292225626     -7.36758777109469      au 
    3.68379388554735     -2.67643292225626      7.36758777109469      au 
    2.27670982881730     -7.00699235907609      4.55341965763460      au 
   -2.27670982881730      7.00699235907610     -4.55341965763460      au 
   -2.72129258662912     -8.37527739370550      4.40314389849903      au 
    2.72129258662912      8.37527739370550     -4.40314389849903      au 
    0.00000000000000     -8.66111887363967      0.00000000000000      au 
    0.00000000000000      8.66111887363967      0.00000000000000      au 
    5.09087794227739     -7.00699235907609      0.00000000000000      au 
   -5.09087794227739      7.00699235907609      0.00000000000000      au 
    2.72129258662912     -8.37527739370550     -4.40314389849903      au 
   -2.72129258662912      8.37527739370550      4.40314389849903      au 
   -2.27670982881730     -7.00699235907609     -4.55341965763460      au 
    2.27670982881730      7.00699235907609      4.55341965763460      au 

Supplementary Material (ESI) for Chemical Communications
This journal is (c) The Royal Society of Chemistry 2007



    1.40708405673005     -4.33055943681983     -7.36758777109469      au 
   -1.40708405673005      4.33055943681983      7.36758777109469      au 
    5.96050371436465     -4.33055943681983     -4.55341965763460      au 
   -5.96050371436465      4.33055943681983      4.55341965763460      au 
    5.96050371436465      4.33055943681983     -4.55341965763460      au 
   -5.96050371436465     -4.33055943681983      4.55341965763460      au 
   -5.09087794227739     -7.00699235907609      0.00000000000000      au 
    5.09087794227739      7.00699235907609      0.00000000000000      au 
    1.40708405673005      4.33055943681983     -7.36758777109469      au 
   -1.40708405673005     -4.33055943681984      7.36758777109469      au 
    4.55341965763460      0.00000000000000     -7.36758777109469      au 
   -4.55341965763460      0.00000000000000      7.36758777109469      au 
 
Au50 (D6d) 
 
   -8.71523156898403      2.33523926075950      1.26860683591507      au 
   -6.11410954870784      6.11410954870784      3.88465398264397      au 
   -2.33523926075950      8.71523156898403      1.26860683591507      au 
    2.23791941634808      8.35202896505592      3.88465398264397      au 
    6.37999230822453      6.37999230822453      1.26860683591507      au 
    8.35202896505592      2.23791941634808      3.88465398264397      au 
    8.71523156898403     -2.33523926075950      1.26860683591507      au 
    6.11410954870784     -6.11410954870784      3.88465398264397      au 
    2.33523926075950     -8.71523156898403      1.26860683591507      au 
   -2.23791941634808     -8.35202896505592      3.88465398264397      au 
   -6.37999230822453     -6.37999230822454      1.26860683591507      au 
   -8.35202896505592     -2.23791941634808      3.88465398264397      au 
   -5.00303412314251     -1.34055895300139      8.06585101031132      au 
   -3.66247517014113      3.66247517014113      8.06585101031132      au 
    1.34055895300139      5.00303412314251      8.06585101031132      au 
    5.00303412314251      1.34055895300139      8.06585101031132      au 
    3.66247517014113     -3.66247517014113      8.06585101031132      au 
   -1.34055895300139     -5.00303412314251      8.06585101031132      au 
    0.00000000000000      0.00000000000000      9.16626948302989      au 
   -6.19191713238495     -6.19191713238496      6.50095479984630      au 
   -8.45831610096594      2.26639896858099      6.50095479984630      au 
    2.26639896858099     -8.45831610096594      6.50095479984630      au 
    8.45831610096594     -2.26639896858099      6.50095479984630      au 
    6.19191713238496      6.19191713238495      6.50095479984630      au 
   -2.26639896858098      8.45831610096594      6.50095479984630      au 
    6.19191713238496     -6.19191713238495     -6.50095479984630      au 
    6.37999230822453     -6.37999230822453     -1.26860683591507      au 
    2.23791941634808     -8.35202896505592     -3.88465398264397      au 
    1.34055895300139     -5.00303412314251     -8.06585101031132      au 
    8.35202896505592     -2.23791941634808     -3.88465398264397      au 
    5.00303412314251     -1.34055895300139     -8.06585101031132      au 
   -2.33523926075950     -8.71523156898403     -1.26860683591507      au 
   -2.26639896858098     -8.45831610096594     -6.50095479984630      au 
   -3.66247517014113     -3.66247517014113     -8.06585101031132      au 
    0.00000000000000      0.00000000000000     -9.16626948302989      au 
    8.71523156898403      2.33523926075950     -1.26860683591507      au 
    3.66247517014113      3.66247517014113     -8.06585101031132      au 
    8.45831610096594      2.26639896858099     -6.50095479984630      au 
   -6.11410954870784     -6.11410954870784     -3.88465398264397      au 
   -5.00303412314251      1.34055895300139     -8.06585101031132      au 
   -8.45831610096594     -2.26639896858099     -6.50095479984630      au 
   -1.34055895300139      5.00303412314251     -8.06585101031132      au 
    6.11410954870784      6.11410954870784     -3.88465398264397      au 
    2.26639896858099      8.45831610096594     -6.50095479984630      au 
   -8.71523156898403     -2.33523926075950     -1.26860683591507      au 
   -8.35202896505592      2.23791941634808     -3.88465398264397      au 
   -6.19191713238495      6.19191713238496     -6.50095479984630      au 
   -2.23791941634808      8.35202896505592     -3.88465398264397      au 
    2.33523926075950      8.71523156898403     -1.26860683591507      au 
   -6.37999230822453      6.37999230822454     -1.26860683591507      au 
 
Au72 (I) 
 
   -0.63099212433774      7.66011582532215      8.43754198757045      au 
    7.09021578151115      2.96721514048735      8.43754198757045      au 
    6.13391226592148      9.27613090082026      2.56829829559705      au 
   -2.51626083129481     11.10997070957474      0.71036791286223      au 
   -6.92664160705726      8.70017932128745      2.56829829559705      au 
   -7.48019036098537      1.76699679732270      8.43754198757045      au 
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    5.01298646488253     -5.82627601656768      8.43754198757045      au 
   10.71760787140662     -2.96721514048735      2.56829829559705      au 
    9.78864268003922      5.82627601656768      0.71036791286223      au 
   10.37967075623465      1.92715164452205      4.33776000275771      au 
    9.53008135339174      4.54191896301022     -4.33776000275771      au 
   -4.46619272647417      7.50913410349757     -7.34395451075375      au 
   -9.78864268003922      5.82627601656768     -0.71036791286224      au 
   -5.76148146823123      6.56805174656452      7.34395451075375      au 
    1.37466453028155     10.46717611861015      4.33776000275771      au 
   -1.37466453028155     10.46717611861014     -4.33776000275771      au 
  -11.34377739833948      1.04006349596530      0.71036791286223      au 
  -10.41481220697207     -3.89912437204563      2.56829829559705      au 
   -3.99201976107057     -6.56805174656452      8.43754198757045      au 
    0.48993367670122    -11.10997070957474      2.56829829559705      au 
    8.56597471128691     -7.50913410349757      0.71036791286223      au 
    5.04032478910479     -9.27613090082027      4.33776000275771      au 
    7.26457872222924     -7.66011582532215     -4.33776000275771      au 
    5.76148146823123      6.56805174656452     -7.34395451075375      au 
    2.51626083129481     11.10997070957474     -0.71036791286224      au 
    4.46619272647418      7.50913410349757      7.34395451075375      au 
    4.43771909998472     -1.04006349596530     10.46386914216403      au 
   10.41481220697207     -3.89912437204563     -2.56829829559705      au 
    8.02698409939372     -3.44985488425259     -7.34395451075375      au 
    2.97885618377378      3.44985488425258    -10.46386914216403      au 
   -4.43771909998471     -1.04006349596529    -10.46386914216403      au 
  -10.37967075623464      1.92715164452205     -4.33776000275771      au 
   -7.09021578151116      2.96721514048735     -8.43754198757044      au 
  -10.71760787140663     -2.96721514048735     -2.56829829559705      au 
   -4.20152415252608     -1.76699679732270     10.46386914216403      au 
    2.36048978335609      3.89912437204563     10.46386914216403      au 
    6.92664160705727      8.70017932128745     -2.56829829559705      au 
   -2.36048978335608      3.89912437204563    -10.46386914216403      au 
   -8.52174037349983     -1.92715164452205     -7.34395451075375      au 
   -8.56597471128691     -7.50913410349757     -0.71036791286224      au 
   -8.02698409939372     -3.44985488425259      7.34395451075375      au 
   -9.53008135339174      4.54191896301022      4.33776000275771      au 
   -4.49457916169184    -10.46717611861015      0.71036791286223      au 
   -7.26457872222925     -7.66011582532215      4.33776000275771      au 
   -5.04032478910479     -9.27613090082026     -4.33776000275771      au 
   11.34377739833948      1.04006349596530     -0.71036791286224      au 
    8.52174037349983     -1.92715164452205      7.34395451075375      au 
    0.38217145295906     -4.54191896301022     10.46386914216403      au 
   -0.48993367670122    -11.10997070957474     -2.56829829559705      au 
   -0.80053246765094     -8.70017932128745     -7.34395451075375      au 
    4.20152415252608     -1.76699679732270    -10.46386914216403      au 
    0.63099212433773      7.66011582532215     -8.43754198757044      au 
   -6.13391226592148      9.27613090082026     -2.56829829559705      au 
   -2.97885618377378      3.44985488425259     10.46386914216403      au 
    0.80053246765095     -8.70017932128745      7.34395451075375      au 
    4.49457916169184    -10.46717611861015     -0.71036791286224      au 
    3.99201976107057     -6.56805174656452     -8.43754198757044      au 
    7.48019036098537      1.76699679732270     -8.43754198757045      au 
   -0.38217145295906     -4.54191896301022    -10.46386914216403      au 
   -5.01298646488253     -5.82627601656768     -8.43754198757044      au 
   -3.57696788811665    -11.00877518226114      5.78765561963967      au 
    3.57696788811665    -11.00877518226114     -5.78765561963967      au 
   11.57531123927933      0.00000000000000     -5.78765561963967      au 
    3.57696788811665     11.00877518226114     -5.78765561963967      au 
   -9.36462350775631      6.80379723714370     -5.78765561963967      au 
  -11.57531123927933      0.00000000000000      5.78765561963967      au 
    0.00000000000000      0.00000000000000     12.94159139587296      au 
    9.36462350775631      6.80379723714370      5.78765561963967      au 
   -3.57696788811665     11.00877518226114      5.78765561963967      au 
    0.00000000000000      0.00000000000000    -12.94159139587296      au 
    9.36462350775631     -6.80379723714370      5.78765561963967      au 
   -9.36462350775632     -6.80379723714370     -5.78765561963966      au 
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