
Atomic insights into hydrodesulfurization
Prabhu, M.K.

Citation
Prabhu, M. K. (2021, June 3). Atomic insights into hydrodesulfurization. Retrieved from
https://hdl.handle.net/1887/3182531
 
Version: Publisher's Version

License: Licence agreement concerning inclusion of doctoral thesis in the
Institutional Repository of the University of Leiden

Downloaded from: https://hdl.handle.net/1887/3182531
 
Note: To cite this publication please use the final published version (if applicable).

https://hdl.handle.net/1887/license:5
https://hdl.handle.net/1887/license:5
https://hdl.handle.net/1887/3182531


 
Cover Page 

 
 

 
 
 

 
 
 

The handle https://hdl.handle.net/1887/3182531 holds various files of this Leiden 
University dissertation. 
 
Author: Prabhu, M.K. 
Title: Atomic insights into hydrodesulfurization 
Issue Date: 2021-06-03 
 
 

https://openaccess.leidenuniv.nl/handle/1887/1
https://hdl.handle.net/1887/3182531
https://openaccess.leidenuniv.nl/handle/1887/1�


 



 

∼



 

𝑎𝐶𝑜𝑆
𝐷𝐹𝑇 𝑎𝐶𝑜𝑆

𝐷𝐹𝑇/ 𝑐𝐶𝑜𝑆
𝐷𝐹𝑇 𝑎𝐶𝑜𝑆2

𝐷𝐹𝑇 𝑎𝐴𝑢
𝐷𝐹𝑇

𝑎𝐶𝑜𝑆
𝑒𝑥𝑝

𝑎𝐴𝑢
𝑒𝑥𝑝

/  𝑐𝐴𝑢
𝑒𝑥𝑝

𝑎𝐶𝑜𝑆2
𝑒𝑥𝑝

𝑎𝐴𝑢
𝑒𝑥𝑝

𝑎𝐴𝑢(111)
𝐷𝐹𝑇 √2

2
𝑎𝐴𝑢

𝐷𝐹𝑇

≥



 

∼



 

 

 
 

 
 
 
 
 
 
 
 
 
 
 



 

 
 
 
 
 

 
 



 

∼



 



 

∼

  



 

 

 

 

 

 



 



 



 



 



 



 



 



 

 

γ γ θ γ φ

θ φ γ

γ θ



 



 

 

 

22983

2.8

 

6336

0.37

 ≈



 

 



 



 



 

 

𝑎𝐶𝑜𝑆
𝑒𝑥𝑝

𝑎𝐴𝑢
𝑒𝑥𝑝

/  𝑐𝐴𝑢
𝑒𝑥𝑝

𝑎𝐶𝑜𝑆
𝐷𝐹𝑇

𝑎𝐶𝑜𝑆
𝐷𝐹𝑇/ 𝑐𝐶𝑜𝑆

𝐷𝐹𝑇



 

 

Γ̅



 

Γ̅



 

 



 



 



 

 



 



 
 
 

 



 
 
 

 



 
 
 

 


