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Fig. 1. Crystal structure and schematic representation of building brocks of
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Table 1. Optimized bond length (A) of inter- and intra-Au,, Aus-Se, and Au-Se in chain ligand in 1 with
various DFT functionals with the BS-1 basis set.

B3PW91 B3LYP-D B3LYP-D3  PBE TPSSh MO6 MO6L expl.
inter-Auy” 3.637 3.386 3.220 3.401 3.170 3.296 3.173 3.223
intra-Au,” 2.820 3.000 2.927 2.831 2.811 2.899 2.857 2.741
Aug-Sef 2.545 2.524 2.543 2.561 2.572 2.595 2.610 2512
Au-Se in Au;' 2488 2.503 2.505 2.497 2.493 2.528 2.516 2.402
Au-Se in Aus®  2.499 2.496 2.503 2.512 2.510 2.540 2.534 2,422

“average of Au-Au distances in the inter tetrahedral-Auy core

® average of Au-Au distances in the intra tetrahedral-Auy core

© average of Au-Se distances between the tetrahedral-Au, core and the Se in chain ligand
4 average of Au-Se distances in the Aus(SePh), ligand

average of Au-Se distances in the Aus(SePh)e ligand
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Fig. 2. Potential energy curve for Au,-Au, distance at various computational

methods on the B3PW91 geometry.

* X, and X, are the center of the Au2-Au2’ and Au3-Au3’ bonds respectively.; see

Fig. 1.
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