
Description of Additional Supplementary Files 

File Name: Supplementary Data 1 

Description: This file includes all the atomic coordinates of the optimized 

computational models for DFT calculation or MD simulation. 

 C0-MD-final.gro 

 C0-MD-initial.gro 

 C18-MD-final.gro 

 C18-MD-initial.gro 

 Ead-C0-Ca.vasp 

 Ead-C18-Ca.vasp 

 Ead-Ca-OOH.vasp 

 Ead-Na-OOH.vasp 

 water dissociation-Ca-final.vasp 

 water dissociation-Ca-initial.vasp 

 water dissociation-Ca-middle1.vasp 

 water dissociation-Ca-middle2.vasp 

 water dissociation-Ca-middle3.vasp 

 water dissociation-Ca-middle4.vasp 

 water dissociation-Na-final.vasp 

 water dissociation-Na-initial.vasp 

 water dissociation-Na-middle1.vasp 

 water dissociation-Na-middle2.vasp 

 water dissociation-Na-middle3.vasp 

 water dissociation-Na-middle4.vasp 

 


