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Table S1. 3O2 adsorption energies (in kJ mol-1) in 

H12T:48T using different basis sets. The total 

adsorption energy (Eads) has been decomposed in two 

terms: the interaction energy (Eint) and dispersion (D) 

 Eads
b EINT

b Db 
3O2-H12T:48T/BSAa -16.7 +1.3 -18.0 
3O2-H12T:48T/BSA-Da -18.3 +1.5 -19.8 
3O2-H12T:48T/BSBa -14.8 +0.8 -15.6 
3O2-H12T:48T/BSCa -14.8 +0.4 -15.2 
a See computational details section for model description. 
b See equation 1 to 3 and computational details section for partitioning scheme 

definition. 
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3O2-H12T:48T/BSA 3O2-H12T:48T/BSB 3O2-H12T:48T/BSC 

Figure S1. Local view of the B3LYP/BSA:MNDO, B3LYP/BSB: MNDO and 

B3LYP/BSC:MNDO optimized 3O2-H12T:48T adsorbed structures. Distances in Å.  
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3O2-H12T:48Tgrimme 
Figure S2. Local view of the B3LYP-D:MNDO optimized 3O2-H12T:48T adsorbed 

structures. Distances in Å.  

2.01 

0.97 

1.21 



Supplementary Material (ESI) for PCCP 
This journal is © the Owner Societies 2009 

 

 

  

Lateral view Apical view 

η1-3O2-CuCHA(I) 

Figure S3. Local view of η1-O2-CuCHA optimized 3 structures. Distances in Å.  
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3O2-HCHA(IV) 1ΔgO2-HCHA(IV) 1Σg

+O2-HCHA(IV) 

 
 

 
3O2-NaCHA(IV) 1ΔgO2-NaCHA(IV) 1Σg

+O2-NaCHA(IV) 

 
 

3O2-CuCHA(IV) 1ΔgO2-CuCHA(IV) 1Σg
+O2-CuCHA(IV) 

Figure S4. Local view of the optimized 1Δg and 1Σg
+ O2-MCHA adsorbed structures 

(M= H+, Na+ or Cu+). Distances in Å. 
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