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برای تهیه مقاله ترجمه شده کامل با فرمت این فایل تنها قسمتی از ترجمه میباشد.

 کلیک Vایید.اینجا ورد (قابل ویرایش) همراه با نسخه انگلیسی مقاله، 

.Vایید کلیک اینجا شده، ترجمه مقالات جدیدترین جستجوی برای  

Calculation Methods

Total energy calculations were carried out with the projector aug-
mented wave (PAW) method as implemented in the Vienna ab ini-
tio simulation package (VASP).[18–21] Spin-density-functional theory 
in the revised form of the Perdew–Burke–Ernzerhof exchange-cor-
relation functional (RPBE) was employed throughout as the correct 
form of the generalized gradient approximation (GGA) for produc-
ing adsorption energies.[22, 23] The cutoff energy for the plane wave 
expansion of the wave functions was 480 eV, and the k-point sam-
pling, generated from the Monkhorst–Pack procedure,[24] used a 
surface mesh of 5 � 5 � 1 and a mesh for body centred cubic (bcc) 
bulk-Fe of 15 � 15 � 15. The Fe (100) surface was modelled with a 
five layer slab and 12 � vacuum size, within the three-dimensional 
supercell, and a p(2�2) unit cell was used to represent the 0.25 ML 
CO and the 0.25 ML H coverages. The top three layers were relaxed 
during geometry optimization, stopping when the forces became 
smaller than 0.01 eV ��1. 
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