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Abstract of Thesis

High/medium entropy alloys (H/MEAs), a new class of alloys, have attracted extensive attention because of their
outstanding properties, such as high strength, high tensile ductility and good corrosion. In particular, their excellent radiation
resistance makes them possible to be applied to the materials used in nuclear plant. However, the mechanism of the excellent
radiation resistance of H/MEAs have not been fully understood. In order to fundamentally understand the properties of H/MEAs
and facilitate the development of high-performance H/MEAs, in this work, we have used a variety of atomic simulation methods,
including density function theory (DFT), molecular dynamic (MD) and Monte Carlo (MC) to systematically study the surface
radiation resistance and internal defects evolution of CoNiCrFeMn HEA. We have also further studied the chemical ordering
effect on the radiation resistance of CoNiCrFeMn HEA, as well as the chemical domain structure in CrCoNi MEA and its effect
on vacancy and interstitial diffusion behavior.

Surface radiation results show that compared to pure Ni, CoNiCrFeMn HEA has less defects during a single primary knock-
on atom (PKA) process, and the average depth of defects distribution is shallower. For the consecutive radiation bombardments,
CoNiCrFeMn HEA also exhibits much higher surface radiation resistance. Even under extreme irradiation flux, the number of
defects in CoNiCrFeMn HEA is much less and stable and suggesting good surface radiation resistance, while in the pure Ni, the
formation of dislocation will lead to a boost of defects. As for the internal radiation results, compared to pure Ni, less defects
and dislocations are produced in the CoNiCrFeMn HEA, and interstitial cluster have much smaller mean free path (MFP) and
exhibit a 3-D motion during migration. The 3-D motion of interstitial cluster in HEA will increase the opportunity of
recombination of interstitial and vacancy, which may explain the mechanism of good radiation resistance in HEAs.

We further studied the chemical ordering of CoNiCrFeMn HEA and its effect on radiation resistance. The hybrid MD — MC
annealing simulation results show that a Cr-rich region will form in CoNiCrFeMn HEA at a lower temperature of 600 K; whereas,
annealing at a higher temperature of 1100 K will form a chemical short-range order (CSRO). MD radiation damage simulation
shows that the Cr-rich region accelerates the aggregation and evolution of defects, facilitating more dislocation formation. On
the other hand, the CSRO effectively delays the growth of defect number and tends to reduce the dislocation density and defect
diffusion, suggesting enhanced radiation resistance. The CSRO structure will be destroyed by radiation damage, thus the
enhanced radiation resistance will disappear in due time. Therefore, we propose a CSRO radiation damage — diffusion healing
competition model, which can help us to better understand and design radiation resistance of HEAs with CSRO.

Finally, chemical domain structure and its effect on defect (interstitial and vacancy) diffusion are studied in CrCoNi MEA.
A machine learning neural network potential (NNP) based on the DFT training dataset is used to accurately describe interatomic
interactions in CrCoNi MEA. After annealing below 800 K, long-range chemical domain structures will form in CrCoNi MEA.
Defect diffusion MD simulation results show that the formation of chemical domain structures could reduce mean squared
displacement (MSD) of defect diffusion process, which leads to the sluggish diffusion of the defects. Investigating the correlation
between defect diffusion region and the distribution of chemical domain structures, chemical domain structures could limit

defect diffusion region and lead to inhomogeneous diffusion, which is the origin of the sluggish diffusion.
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