Gilded Chalices: Tetra-aurated Calix[4]arenes
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Supporting Information

Table S1. Cartesian coordinates of 10 in units of A.

Xe  0.000000 0.000000 -3.285534
C 0.000000 4.972998 2.952558
C 1.209087 4.377693 3.347233
C 1.228051 3.220367 4.125998
C 0.000000 2.678019 4.497556
C -1.228051  3.220367 4.125998
C -1.209087  4.377693 3.347233
F 0.000000 1.567235 5.261832
C 2.514730 2.540378 4.533709
C 2.687413 1.225590 3.801052
C 2.902659 1.206468 2.422799
C -2.514730  2.540378 4.533709
C -2.687413  1.225590 3.801052
C -2.902659  1.206468 2.422799
C -3.030831  0.000000 1.718953
C -3.298810  0.000000 0.314321
C -3.575336  0.000000 —0.884897

Au  -3.909331  0.000000 —2.817772
P —-4.262876  0.000000 -5.030678
C 0.000000 6.169444 2.169360
C 0.000000 7.199357 1.495594

Au  0.000000 8.864692 0.458386
P 0.000000 10.773682  —0.718548
C -2.607372  0.000000 4.461222
F -2.450219  0.000000 5.802313
H 2.969420 2.142711 1.881972
H -2.969420  2.142711 1.881972
H 2.523013 2.365445 5.608216
H -2.523013  2.365445 5.608216
H 3.349267 3.201459 4.295537
H -3.349267  3.201459 4.295537
H 2.143800 4.832361 3.043683
H —2.143800  4.832361 3.043683
H 0.000000 11984371  -0.018626
H 1.066095 11.015475  -1.590735
H -1.066095  11.015475  -1.590735
H -5.578824  0.000000 —-5.504789
H -3.752780  1.065601 —5.779485
H -3.752780  -1.065601  —-5.779485
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