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Table 1. Calculated NMR-GIAO shielding tensexisotropic value) [ppm] at the equilibrium dista.,

the average distanc&k<y> and the deuterated isotopomers’ of.s> and their isotope shitts [ppb] by
using GIAO/B3LYP/aug-cc-pVTZ.

o(Re) o(<Rx-t>)  a(<Rx-p>) 'A Exp.[11]
(a) °C of CH, 191.6788  187.9839 - 0 0
(b) **C of CHsD - - 188.2386 255 -187
(c) **C of CH,D, - - 188.4915 508 -385
(d) **C of CHD; - - 188.7474 764 -579
(e) 1*C of CD, - - 189.0039 1020 774
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