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Fig. 1 Mo2(C,N) bulk structure
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Fig. 2 Before and after optimization
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Figure 3 Performance Calculation Diagram
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Fig.4 charge density difference of bulk
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Fig. 5 Surface structure diagram
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Fig. 6 Iron atom adsorption configuration
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Table 1 Calculation of Adsorption Energy

FA=E L AR gt A gl
TR Bf i 2 Tl e = -14209.86/eV -14210.27/eV -14209.59/eV
Fe [ TRER -858.37/eV
TR B 17 % T e = -13348.56/eV
% b B -2.93/eV -3.34/eV -2.66/eV
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Figure 7 Interface Structure Diagram
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