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Overall, it can be deduced that a defect graphene is more sensitive in the detection of 
CO molecules as shown by the small final absorption energy in both 3% and 6% 
coverage.  Furthermore, the analysis in band gaps informs us that in order to have an 
accurate trigger of signal for 6% concentration, a spin down current should be used 
for CO molecules and a spin up current for NO molecules due to the greater 
difference in their band. 

1. Investigate the relationship between the orientation of the molecule and the 
interaction with graphene sheets.

2. Explore different material and its sensitivity in detecting toxic gas molecules.
3. To further investigate the relationship of different coverages and band gap.
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