
 

 

Supporting Information 

 

Figure S1. Optimized structure of the Ti sites models calculated at the QM/MM 

method. (a) TS-1, (b) Al-TS-1 and (c) ZSM-5. View along the straight channel and 

zigzag channel. (Ti = lightgray, Si = green, O = red, Al=pink, and H = white). 

  

Zigzag channel Straight channel 

(a) 

Zigzag channel Straight channel 

(b) 

O1 

O2 

O3 

O4 

O1 

O2 

O3 

O4 

Zigzag channel Straight channel 

(c) 

O1 

O2 

O3 

O4 

Electronic Supplementary Material (ESI) for New Journal of Chemistry.
This journal is © The Royal Society of Chemistry and the Centre National de la Recherche Scientifique 2023



 

 

 


