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The author’s present the total ground state energy and electronic band structure for 
Graphite and Diamond using FHI-aims Density Functional Theory (DFT) code. The density 
functional used was the generalized gradient functional PBE, and PBE+vdW approach as 
defined by Tkatchenko and Scheffker. The results reported from the computations of the 
ground state energies of diamond and graphite were -2056.898408114 eV and -
2061.703700984 eV respectively. Similarly, the results presented from the computations of 
the electronic band gaps of graphite and diamond were 0.00451936 eV and 5.56369215 
eV, respectively. These are in good agreement when compared to the experimental values 
of 0 eV and 5.48 eV. These gaps are within reasonable percentage errors of 0.0% and 
1.46% respectively. 
 
The article is a good work, well written and yields good information on Diamond and 
Graphite. 
Furthermore, the results presented are good enough as to provide relevant information that 
deserves to be accepted for publication at AJOPACS.  Before continuing with the 
publication acceptance, I would like to address the following questions: 

1) Page 1, row 2, Define FHI-aims? 
2) Page 2, row, First principles calculations represent the pinnacle of electronic 

structure calculations. Authors exaggerate with these remarks.  
3) Generally, it is known that DFT overestimates the calculations for Eg obtained as is 

in this case for some structures. The authors should have mentioned this important 
fact. 

 
 
 
 
 

1- We have now define it. 
2- The exaggeration has been rectified. 
3- We mentioned the variation of our computed band gap as an 

increment in comparison with other literatures (Page 8, row 171). 
However, we now included the overestimation problem in our 
abstract. 
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