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Minor REVISION comments 
 

The article is generally well thought out and written. Topic is up to date and important in the 
community. Authors made some language errors of minor importance, which are listed 
below.  
 
The figure 11 (a) is not well prepared. The lack of colour scaling legend and the range of 
scale is not well chosen. Please take care for choosing better scale range or present this in 
gray scale with appropriate legend.  
 
Authors should consider removing of 11.b part of figure as it is almost not described in the 
text (the wannier plot part) or write an explanation and conclude for such a 
shape/configuration of this function. 
 
Some part of manuscript is not translated to English (for eg. ABSTRACT instead of 
Resumen and FIGURE instead of figura, REFERENCES instead of referencias). 
 
Authors write that they use a supercell approach (the last sentence of introduction). 
Supercell parameters are never shown in article. 
 
“ The calculations were produced with core holes 0.0, 0.5 [...]” – 0.0 is not a hole. 
“resulting in a kpoint sampling in the Brillouin zone (BZ) of about 500 points.” – about 500 
points? Please provide exact number.  
 
“Using the electronic charges obtained with the Bader’s topological Method, the Coulomb 
potential and the Madelung constant of 1.74756 we obtained the Lattice Energy 3377 
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kJ/mol for the equilibrium lattice parameter and 3429 kJ/mol for the experimental lattice 
parameter, we compared them with the 3890 kJ/mol value obtained by the Born-Haber 
cycle.” – please specify used equations for Coulomb and Madelung calculations as for now 
their correctness can’t be evaluated! 
 
Language corrections:  
 
Introduction, first sentence: “ [...] most important tools for the characterization of the 
electronic structure of the materials through the analysis OF the densities of states, the 
valence and conduction bands and OF the optical properties.” 
 
3.2 X-ray emission spectroscopy: “To show this effect is more important when the volume 
OF THE cell decreases and the oxygen atom is”, again in the last sentence of this 
paragraph. 
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