
Determination of the Scaling Factors for NMR Spectroscopy in Calculation with 
Gaussian98

Akihirro WATANABE*  Keisuke YASUDA**

 The scaling factors of the chemical shift for the 1H-NMR and 13C-NMR spectroscopy were determined with 
Gaussian98 by using HF/3-21G, B3LYP/6-31G**, and B3LYP/LanL2DZ.  The errors of the scaling factors were 
estimated within 10%.  Since the solvent effect was not considered in this study, the scaling factors for NH and 
OH were excluded from the estimation of the scaling factors.  The scaling factor depended on the bond state. 
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Figure 2. HF/3-21G 13C-NMR
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Figure 1. HF/3-21G 1H-NMR
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