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The calculated energies and cartesian coordinates of isol of the Aug-CO
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The calculated energies and cartesian coordinates of isol of the Auy-(CO);
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E= -102232.605401 eV EnL=1.337¢eV
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The calculated energies and cartesian coordinates of isol of the Au-H

27
E=
Au
Au
Au
Au
Au
Au
Au
Au
Au
Au
Au
Au
Au
Au
Au
Au

-0.904905
-0.925292
-1.148760
-1.397670
-1.576217
-1.261747
-3.382463
1.217729
1.504708
1.258427
1.045864
0.778097
0.846042
3.659474
3.624338
3.591693
3.288291
2.959827
3.436698
3.048405
4.339512
4.789781
4.846675
5.541433

-3.760861
-3.745854
-3.483763
-3.449869
-3.488296
-3.539258
-1.411115
-1.244668
-1.079027
-1.083293
-1.112584
-1.257418
-3.791828

0.975073

0.952979

1.210035

-1.911008
-3.017769
-0.958773
1.828425
2.904268
0.866680
-0.273808
-0.194026
-2.719345
-2.141695
0.617719
3.210761
2.498466
-1.399512
-3.084877
-0.520287
1.898793
3.901620
1.448358
-0.581401
-0.807418
-0.946047
-2.212140
-2.680846

-96084.142134 eV EnL=1.704 eV

-2.072286
-2.294324
-0.079438
2.395662
2.591615
0.355278
-2.746957
-1.557157
1.211633
2.720358
1.616274
-1.150718
0.159842
-2.423392
-2.703840
-0.316502

S3

2.148005
-0.401265
-2.244762
-2.136583

0.417368

2.247775

0.035859

2.096969

1.003817
-1.838851

-2.011679
-1.077624
1.654428

2.472303
-0.910168
-2.673961

-1.225995
0.586769
1.815554

-0.048701

-4.472142

-5.495863

3.804331

4.558432

1.525809
-1.236070
-2.876434
-1.576441

1.174660

2.811479

0.210841
-2.300954
-2.525428
-0.176291

2.375683

2.478514
-0.029777

1.568193
-1.209328
-2.594947



Au
Au
Au
Au
Au
Au
Au
Au
Au
Au

The calculated energies and cartesian coordinates of isol of the Auzs-H>
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The calculated energies and cartesian coordinates of isol of the Auzs-NH3
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-96792.541877 eV
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