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BP86/def2-TZVP optimised cartesian coordinates of the studied gold cages in atomic units

Aul8 (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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