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Supplementary Information

Experimental structural data from [Mg(H,0),(15-crown-5)]*>* cation of [Mg(H,0),(15-
crown-5)]3[NOs]s complex have been used to calibrate the theoretical method employed. An
averaged experimental distance of 2.190 A was calculated from the experimental Mg-Ocown
distances of the X-ray structure determined by Junk and Steed!®!! (Figure S1):

Figure S1.

Table S1. Experimental and calculated mean Mg*-Oow, distances in [Mg(H,0),(15-crown-
5)]** cation of [Mg(H,0),(15-crown-5)]3[NOs]s complex.

Mg-Oown distance, A Exp. — calc., A

Exp.1S1] 2.190

M062X/6-31G(d,p) 2.179 0.011
M062X/6-31+G(d,p) 2.178 0.012
MO062X/6-31+G(2d,p) 2.176 0.014
M062X/6-311G(d,p) 2.174 0.016
M062X/6-311+G(d,p) 2.173 0.017
B3LYP/6-31G(d,p) 2.207 -0.017
B3LYP/6-31+G(d,p) 2.205 -0.015
B3LYP/6-31+G(2d,p) 2.204 -0.014
B3LYP/6-311G(d,p) 2.203 -0.013
B3LYP/6-311+G(d,p) 2.202 -0.012
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