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Figure 1 : Integrand of Eq.(1) for the N atom

Table 1 : p°(0) of the N atom obtained from calculating Eq.(1) with the (11s7p) basis set

pure-DFT hybrid-DFT
UHF Slater SVWN SplusB BLYP BO-LYP exptl
0°(0) 0.1810 -0.0550 -0.0196 0.0212  0.0696 0.1048 0.09705
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