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Table 1. Observed and Calculated "B NMR Shifts for a Range of Boron Compounds”
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7 Abbreviations: Pin = Pinacolato; Dan = naphthalene- l 8-diaminato; Cat = Catecholato. Data obtained in CDCl; unless otherwise stated. “THF.
bAcetone. “Benzene. “MeOH. “CH,Cl,.’D,0. $PhMe. “NMR spectrum collected in this work using a commerc1al sample. Novel compound, see
Experimental Section for details. FAIR data for these calculations referenced against BF;-OEt, are available'®
https://doi.org/10.14469/hpc/1929. #Short DOI resolved as, e.g., https://doi.org/cr7n3h.
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the relatively recent double-{ aug-pcSseg-1 basis,"*

which is

both modestly larger than aug-cc-pVDZ in terms of basis

functions, and computationally 2—3 times slower for the overall
calculation. It is recognized that 'H NMR shieldings are

sensitive to the Boltzmann conformer populations and we also

evaluated this sensitivity of ''B shifts for one system where they

might be expected to be maximal. To facilitate this, preliminary

minimization of conformer geometries was undertaken using
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