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图 S1 表面 H 的扩散路径与能垒 

Fig.S1 Binding energy (Eb) and geometric parameters (D, S) (a), hydrogen diffusion 

pathway (b, c), and associated diffusion barriers (d) from surface to bulk 

 

 

图 S2 不同预应变(ε)条件下 SB 和 LB 构型中 H 在 T 位点的溶解能(Esol) (不考虑

色散校正) 

Fig.S2 Dissolution energy (Esol) of H at T sites in SB (a–c) and LB (d–f) 

configurations under varying pre-strain (ε) (without dispersion correction) 



  ACTA METALLURGICA SINICA 

 

图 S3 扩散路径与能垒(不考虑色散校正) 

Fig.S3 Diffusion pathway (a) and energy barriers (b) (without dispersion 

correction) 

 


