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Table S1. The adsorption energy of an O2 molecule to the ZnO surface with B molecule. 

 E(ZnO-B) E(O2) E(ZnO-B-O2) Ead 

B1- ZnO -1305.98924060 -9.44011081 -1314.81295253 0.61639888 

B2- ZnO -1126.80937497 -9.44011081 -1135.55084946 0.69863632 

B3- ZnO -1246.27395274 -9.44011081 -1255.16395559 0.55010796 

B4- ZnO -1271.77328205 -9.44011081 -1281.37378562 -0.16039276 
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