
MCC 5th Conference - Programme 
 
 

 

Wednesday 28th June 

12:30 Registration Desk Open Daresbury Laboratory 

12:30 Lunch  

   

Session 1:  





 

Friday 30th June   

Session 7:  Materials Discovery Chair Marco Molinari 

9:00 Optimisation of decision sequences from selection of 

elements to chemical formulae of functional materials 

A. Vasylenko 

Liverpool (dar) 

9:20 Computational Modelling of Wide Band Gap 

Transparent Conducting Oxide Sb2O5 

Ke Li 

UCL (dos) 

9:40 A computational study characterising the intrinsic and 

extrinsic doping profile of ZnS 

S. Aggarwal 

UCL (dos) 

10:00


