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Figure S-1. Al-O distances for the η-OH ligands as a function of number of η-OH ligandsfor the singly 

(diamonds), doubly (squares), and triply (triangles) bridged Al3+-Dimer complexes. 
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Figure S-2. Hydroxide O-H distances for the η-OH ligands as a function of number of η-OH ligands for the 

singly (diamonds), doubly (squares), and triply (triangles) bridged Al3+-Dimer complexes. 
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Figure S-3. Average water O Natural Charges as a function of the number of η-OH ligands for the singly 

(diamonds), doubly (squares), and triply (triangles) bridged Al3+-Dimer complexes. 
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Figure S-4. Average hydroxide O Natural Charges as a function of number of η-OH ligands for the singly 

(diamonds), doubly (squares), and triply (triangles) bridged Al3+-Dimer complexes. 
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Figure S-5. Average water O Natural Charges as a function of number of η-OH2 ligands for the singly 

(diamonds), doubly (squares), and triply (triangles) bridged Al3+-Dimer complexes. 
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Figure S-6. Average water H Natural Charges as a function of number of η-OH2 ligands for the singly 

(diamonds), doubly (squares), and triply (triangles) bridged Al3+-Dimer complexes. 
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Figure S-7. Average hydroxide O Natural Charges as a function of number of η-OH2 ligands for the singly 

(diamonds), doubly (squares), and triply (triangles) bridged Al3+-Dimer complexes. 
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Figure S-8. Average hydroxide H Natural Charges as a function of number of η-OH2 ligands for the singly 

(diamonds), doubly (squares), and triply (triangles) bridged Al3+-Dimer complexes. 
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Figure S-9. HB-Bridged Al-Dimer species. 
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