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DATA SECTION | 1093

Table 12.2 The error function
z erfz _ z erfz !t'
i
0 0 0.45 047548 |
0.01 001128 050 0520 50
= 0.02 0.022 56 055 0.563 32
0 0.03 0.033 84 0.60 0.603 86
B 3 | 0.04 0.045 11 0.65 0.642 03
5 | 0.05 0.056 37 0.70 0.677 80
- | 0.06 0.067 62 0.75 0.71116
| 007 0.078 86 0.80 0.742 10
SRR 0.08 0.090 08 0.85 0.770 67
S (.00 0.10128 0.90 079691 |
SSR R 0.10 0.112 46 0.95 082089 |
8 0.15 0.168 00 1.00 084270 |
S 0.20 022270 - 1.20 0.910 31
0.25 0.276 32 1.40 0.952 28
| - 0.30 0.328 63 1.60 0.976 35
035 - 037938 1.80 0.989 09
_ L 0.40 0.428 39 2.00 0.995 32
0 Data: AS

1

Table 13.2 Screening constants for atoms; values of Zg=Z - o for neutral ground-state atoms

‘;
H He %

1 ' 1.6875 |

. co— |

Li Be B ¢ N 0 F Ne |

2,6906 3.6848 4.6795 56222, 6.6651 7.6579 8.6501 96421 |

1.2792 1.9120 2.5762 3.2166, 3.8474 4.4916 5.1276 57584 |

2.4214 3.1358 3.8340 4.4532 5.1000 57584 |

Na Mg Al si P S ol Ar ‘-

10.6259 11.6089 12.5910 13.5745 14.5578 15.5409 16.5239 17.5075 !

: 6.5714 7.3920 8.3736 9.0200 9.8250 10.6288 11.4304 122304 |
6.8018 7.8258 8.9634 9.9450 10.9612 11.9770 12.9932 14.0082 |
35 2.5074 33075 41172 4.9032 5.6418 6.3669 7.0683 7.7568 5
3p 4.0656 4.2852 4.8864 5.4819 6.1161 67641 |

a‘ta: E. Clementi and D.L. Raimondi, Atomic screening constants from SCF functions.
1BM Res. Note NJ-27 (1963). J. chem. Phys 38, 2686 (1963).
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