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Au,(n=3-8) xyz-Coordinates (A)

symbol X y z symbol X y z symbol X y z

1Au 0.000000 2.486815 -0.295798 1Au 2.701672 1.559811 0.000000 1Au 0.000000 2.029930 0.000000

2Au 0.000000 -2.486815 -0.295798 2Au 0.000000 1.675263 0.000000 2Au 2.029930 0.000000 0.000000

3Au 0.000000 0.000000 0.591597 3Au 1.450820 -0.837631 0.000000 3Au 0.000000 -2.029930 0.000000
4Au -2.701672 1.559811 0.000000 4Au -2.029930 0.000000 0.000000

1Au 0.000000 1.339303 0.000000 5Au -1.450820 -0.837631 0.000000 5Au -2.629397 2.629397 0.000000

2Au 0.000000 0.000000 2424185 6AuU 0.000000 -3.119622 0.000000 6AuU -2.629397 -2.629397 0.000000

3Au 0.000000 0.000000 -2.424185 7Au 2.629397 2.629397 0.000000

4Au 0.000000 -1.339303 0.000000 1Au 0.965598 -1.716463 0.000019 8Au 2.629397 -2.629397 0.000000
2Au -1.029214 0.659154 0.000026

1Au 0.000000 2.696540 0.948870 3Au -3.687530 -0.068564 0.000002

2Au 0.000000 -1.388560 -1.470507 4Au 1.792025 1.029530 -0.000018

3Au 0.000000 -2.696540 0.948870 5Au 3.593771 -0.998878 0.000001

4Au 0.000000 0.000000 1.043274 6AuU 0.098706 3.125549 -0.000005

5Au 0.000000 1.388560 -1.470507 7Au -1.733355 -2.030328 -0.000025
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File 2. The xyz-coordinates for Au,M, (n=1~6, M=Ni, Pd, and Pt) clusters.

Au,Ni,(n=1-6) Coordinates (A)

Au,Pd,(n=1-6) Coordinates (A)

Au,Pt,(n=1-6) Coordinates (A)

Is symbol symbol symbol
X y z X y z X y z
1Au 0.000000 0.000000 0.000000 1Au 0.000000 0.000000 1.260859 1Au 0.000000 0.000000 0.000000
3a 2Ni 0.000000 0.000000 2.556590 2Pd 0.000000 1.285671 -1.082694 2Pt 0.000000 0.000000 2590713
3Ni 0.000000 0.000000 -2.556590 3Pd 0.000000 -1.285671 -1.082694 3Pt 0.000000 0.000000 -2.590713
1Au 0.000000 0.000000 0.958962 1Pd 0.000000 0.000000 2.619942 1Pt 0.000000 1.272389 -0.787826
3b 2Ni 0.000000 1.166559 -1.352822 2Pd 0.000000 0.000000 -2.619942 2Pt 0.000000 -1.272389 -0.787826
3Ni 0.000000 -1.166559 -1.352822 3Au 0.000000 0.000000 0.000000 3Au 0.000000 0.000000 1.555706
INi 0.000000 1.199915 0.000000 1Pd 0.000000 1.417790 1.149037 1Au -2.871332 -0.014993 -0.000595
2Ni 0.000000 -1.199915 0.000000 2Pd 0.000000 -1.417790 1.149037 2Au 2.446206 -0.617079 -0.000618
“ 3Au 0.000000 0.000000 2.281693 3Au -1.447767 0.000000 -0.669060 3Pt -0.415592 -0.747808 0.000983
4Au 0.000000 0.000000 -2.281693 4Au 1.447767 0.000000 -0.669060 4Pt 0.846169 1.387983 0.000245
INi 0.000000 1.478433 0.000000 1Pd 0.000000 1.424877 0.448872 1Au 0.000000 1.717015 -0.793717
2Ni 0.000000 -1.478433 0.000000 2Pd 0.000000 -1.424877 0.448872 2Au 0.000000 -1.717015 -0.793717
* 3Au 0.000000 0.000000 2.067357 3Au -2.154073 0.000000 -0.261368 3Pt -1.338917 0.000000 0.803892
4Au 0.000000 0.000000 -2.067357 4Au 2.154073 0.000000 -0.261368 4Pt 1.338917 0.000000 0.803892
1Au 0.000000 2.007199 -0.235093 1Au 0.000000 1.457389 0.000000 1Pt 0.000000 1.355752 0.516448
2Au 0.000000 -2.007199 -0.235093 2Au 0.000000 -1.457389 0.000000 2Pt 0.000000 -1.355752 0.516448
“ 3Ni 1.231569 0.000000 0.663299 3Pd 0.000000 0.000000 2.260361 3Au 2.058693 0.000000 -0.509910
4ANi -1.231569 0.000000 0.663299 4pPd 0.000000 0.000000 -2.260361 4Au -2.058693 0.000000 -0.509910
1Au 0.000000 1.596821 -1.362326 1Au 0.000000 0.000000 1.468098 1Pt 0.000000 1.239945 -1.464219
2Au 0.000000 -1.596821 -1.362326 2Au 0.000000 2.272350 -0.208684 2Pt 0.000000 -1.239945 -1.464219
5a 3Au 0.000000 0.000000 2524397 3Au 0.000000 -2.272350 -0.208684 3Au 0.000000 2.665993 0.855188
4ANi -1.236070 0.000000 0.282502 4pPd -1.446402 0.000000 -0.902257 4Au 0.000000 0.000000 1.180994
5Ni 1.236070 0.000000 0.282502 5Pd 1.446402 0.000000 -0.902257 5Au 0.000000 -2.665993 0.855188
1Au 0.000000 0.000000 2.083413 1Pd 0.204452 -0.237114 1.452609 1Pt -0.000032 -0.046921 1.354886
2Au 0.000000 2.211683 -0.960111 2Pd 0.204452 -0.237114 -1.452609 2Pt -0.000032 -0.046921 -1.354886
5b 3Au 0.000000 -2.211683 -0.960111 3Au -2.131947 0.060925 0.000000 3Au 2.138880 -1.095914 0.000000
4ANi 1.125057 0.000000 -0.230215 4Au 1.689398 -1.901327 0.000000 4Au -0.000032 2.284682 0.000000
SNi -1.125057 0.000000 -0.230215 5Au 0.204452 2.116534 0.000000 5Au -2.138785 -1.096114 0.000000
1Au 0.000000 0.000000 0.618378 1Pd 0.000000 1.246249 -1.757657 1Pt 1.553602 0.000713 0.000000
2Au 0.000000 2.695221 0.314512 2Pd 0.000000 -1.246249 -1.757657 2Pt -1.553603 0.000713 0.000000
5c 3Au 0.000000 -2.695221 0.314512 3Au 0.000000 2.675153 0.612390 3Au 0.000000 -1.089484 1.885323
ANi 0.000000 1.126026 -1.759726 4Au 0.000000 -2.675153 0.612390 4Au 0.000000 -1.089484 -1.885323
SNi 0.000000 -1.126026 -1.759726 5Au 0.000000 0.000000 0.822111 5Au 0.000000 2.177560 0.000000
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0.000000

0.000000

0.000000

0.000000

0.000000

0.000000

-0.000059

0.000004

-0.000059

0.000028

0.000027

0.000027

0.000027

0.000027

0.000000

2.709136

1.302794

-1.302794

0.000000

0.000000

2.846938

-2.846938

1.491757

-1.491757

1.497735

-1.497735

0.000000

0.000000

1.475748

-1.475748

1.387309

-1.387309

2.861971

-2.861971

2.952340

0.485422

2.952340

-4.390688

0.221477

0.221477

-2.097250

-2.097250

-2.517984

-2.259514

0.000000

0.000000

-0.984264

3.702564

-0.902925

-0.902925

1.445856

1.445856

-3.266617

-3.266617

-0.629637

4.013583

1.696083

1.696083

-3.020542

-3.020542

-0.631166

-0.631166

1.350024

0.000000

-1.350024

0.000000

-2.705080

2.705080

1.292790

-1.292790

5Au

6Pt

7Pt

3AuU

4Au

5Au

6AU

7Pt

8Pt

3Au

4Au

5Au

6AU

7Pt

8Pt

3AuU

4Au

5Au

6AU

7Pt

8Pt

-2.609115

-2.171322

0.000000

-0.066844

1.444990

-3.507743

-1.227409

-1.227409

1.136586

1.136586

1.136586

1.136586

0.167202

0.042425

0.167202

-0.079445

-0.074820

-0.074820

-0.074820

-0.074820

0.000000

0.000000

0.000000

0.000000

-0.104545

0.104545

-0.594999

0.594999

-2.603470

2.721942

1.516488

-1.644661

0.935748

0.201177

0.354893

0.354893

-1.638490

-1.638490

0.724302

0.724302

3.143892

0.738690

3.143892

-4.191834

0.414918

0.414918

-1.855729

-1.855729

0.000000

0.000000

2.785055

-2.785055

1.549877

-1.549877

1.144393

-1.144393

0.000000

0.000000

0.000000

0.000000

0.000000

0.000000

1.449374

-1.449374

1.545296

-1.545296

2.659580

-2.659580

1.363539

0.000000

-1.363539

0.000000

-2.719340

2.719340

1.256599

-1.256599

-0.493137

4.030787

-0.694064

-0.694064

1.788863

1.788863

-2.900337

-2.900337




