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1 Adsorbate configurations

The bond angles and adsorption sites for Figure 1 are shown in Table S1. 

Table S1: The adsorbates used in Figure 1. OMC and EO with surface O present are shown, as they have 
the same angle and site of the same case without surface O.
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The bond angles and adsorption sites for Figure 4 are shown in Table S2.

Table S2: Additional structures relevant to Figure 4. EO and AA were shown in Table S1.
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The bond angles and adsorption sites for Figure 5 are shown in Table S3.

Table S3: The adsorbates from Figure 5 showing the PO pathway.
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