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Fig. S1.The internal energies for the (Auy-Cuy-Niy)n=32 108,256 nanoclusters with the different Au
mole fractions at different temperatures in the heating and cooling processes.
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Fig. S2.The different RDFs for the (Auy-Cu,-Niy)n=josnanoclusterat at initial at 300 K (the solid
lines) and at 300 K after cooling process (the dashed lines) at different Au mole fractions.

2



80

60 -

40 -

NSurface

20 A

0.0 0.2 0.4 0.6 0.8 1.0
XAu

Fig. S3. The number of the Au, Ni, and Cu surface atoms in the (Au,-Cu,-Niy)n=10g nanocluster
at the initial at 300 K (the solid lines) and at 300 K after cooling process (the dashed lines) at the
different Au mole fractions.
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Fig. S4. The different RDFs for the (Au,-Cuy-Niy)n—2s5¢nanocluster at initial at 300 K (the solid
lines) and at 300 K after cooling process (the dashed lines) at different Au mole fractions.
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Fig. S5. The number of the Au, Ni, and Cu surface atoms in the (Au,-Cuy-Niy)n=r5¢ nanocluster
at the initial at 300 K (the solid lines) and at 300 K after cooling process (the dashed lines) at the
different Au mole fractions.



