1. db)9) 9 uwl)fﬁS OYlso U.oa.oaa.t)ii:b lS.;..b 9w
lg..d.) dlaos ¢ | We Resp e 1| he Science
e CIVILICALT:osni (O CIVILICA

:allio ylgic
A DFT study of NMR parameters for MgO nanotubes
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Magnesium oxide nanotubes of finite length are investigated by the Density Functional Theory (DFT) at the B¥LYP/
#-¥\G (d) level. The (%, o) zigzag and (¢, ) armchair of MgO nanotubes were considered and nuclear magnetic
resonance properties including isotropic and anisotropic chemical shielding parameters (CSI and CSA) were
calculated for YoMg and \vO atoms of the optimized structures for the first time. The calculated CS parameters
indicated that the Mg atoms cause slight changes of electronic environment in the MgONT structures, but the changes
for the O atoms are more significant. Results indicated that the zigzag MgONTSs could be considered a more reactive
.material than the armchair model for interactions with other atoms or molecules
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