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𝜕𝑥𝑂2(𝑑𝑙)

𝜕𝑡
= 𝑘1𝑥𝑂2(𝑎𝑞) − 𝑘−1𝑥𝑂2(𝑑𝑙) − 𝑘2𝑥𝑂2(𝑑𝑙)𝜃∗𝐴

+ 𝑘−2𝜃𝑂2∗𝐴
   

𝜕𝜃𝑂𝐻∗𝐴

𝜕𝑡
= 𝑘6𝜃𝑂∗𝐴

− 𝑘−6𝜃𝑂𝐻∗𝐴
− 𝑘7𝜃𝑂∗𝐴

+ 𝑘−7𝜃∗𝐴
𝑥H2O    

𝜕𝜃𝑂∗𝐵

𝜕𝑡
= 𝑘3𝜃𝑂2∗𝐴

𝜃∗𝐵
− 𝑘−3𝜃𝑂∗𝐴

𝜃𝑂∗𝐵
− 𝑘4𝜃∗𝐵

+ 𝑘−4𝜃𝑂𝐻∗𝐵
   

𝑥𝑂2(𝑎𝑞) 𝑥H2O   

𝐾𝑖 = 𝑒𝑥𝑝 (
Δ𝐺𝑖

𝑘𝐵𝑇
)    

𝑣𝑖 ( )                      

𝐾𝑖 = 𝑒𝑥𝑝 (
𝑒(𝑈 − 𝑈𝑖)

𝑘𝐵𝑇
)    

𝐴𝑖 ( ) exp (−
𝑒𝛽𝑖(𝑈 − 𝑈𝑖)

)       

𝑗 = 𝑒𝜌𝑇𝑂𝐹𝑒 −    
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The Te-

O bond lengths are given in Å.



S7 

 



S8 

 

 



S9 

 



S10 

 

 

×

 



S11 

 

 

                                               

http://pubs.acs.org/author/J%C3%B3nsson%2C+H

