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NMR techniques can be utilized to parse out σ/π contributions, TEP has been associated with only net 
bonding impact and cannot be utilized to determine σ/π donating/accepting character. A stronger net 
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geometry, α = β = 180°, τ= 0 and for 

trigonal bipyramidal geometry α ≈120°, β ≈180°, τ ≈ 1.
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where σ is the isotropic chemical shielding of the nuclei of interest, and σ
chemical shielding of a carbon nuclei in tetramethylsilane (TMS). Selenium chemical shifts δ
calculated in a similar fashion to equation 2 with σ
shielding of dimethylselenide. For phosphorous chemical shifts (δ

Equation 3 was utilized to calculate δ�� = ��ÿĀÿ�ÿĀāÿ − �Ă�āĀÿ − ��ÿĀÿ�ÿĀāÿ
σ is the isotropic chemical shielding of the nuclei of interest, and σ

chemical shielding of a phosphorous nucleus in secondary reference compound, and δ
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’
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to have poor performance in the predictability of τ values.



< = fit of the data to τ values. 
τ values

prediction accuracy while BIC is better in the identification of the <true= model in smaller sample sizes.

that most correctly predicted the τ values, it can be seen that 

the τ value σ
σ

τ – (σ

τ
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τ (σ

based on their documented associations with σ
ability, π
compared to determine their correlation with the Addison τ parameter, which indicates whether th

together are the most effective predictors of the τ value among the parameters considered in this study. 
Adding more parameters leads to only slight improvements in the statistical models for predicting the τ value.
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