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2Si NMR calculations for silanes and their derivatives (methyl-, hydroxy-, meth-
oxy-, and methylmethoxysilanes and disiloxane) are performed using DFT for mo-
lecular orbitals (from the AllChem computer code [1]) and the IGLO [2] technique
(as implemented in the deMon-NMR package [3]). The quality of the basis set
and auxiliary functions, which are used to represent the charge density, both for
geometries and chemical shift calculations, are tested. The DZVP/A2*/LDA level
is found to give good results for geometries of all the classes of compounds studied
here.

Chemical shift calculations are performed by using LDA and GGA (PW91, PBE)
with the IGLOIII basis set and A2* auxiliary functions. The results are compared
with experiment and benchmarked against GIAO [4]-DFT and ab initio calculations
(LDA, PW91, HF, MP2) as implemented in Gaussian 98 [5].
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