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Table 1 One-electron eigenvalues of crpstal-field orbitals for (NiF)4~
Orbit(05) Orbit(Day,) Energy(eV)
Begd Tay| —0.542
by} —0.878
R ) bsg) —1.782
L) —1.793
6ay, —1.832
36, Tagh —~9.553
byt —2.508
29,1 syt —3.487
2bayt ~8.576
6agt —3.683
Table 2 Two—electron integrals of crystal~fleld energy levels for (NiFg)4~
6094519 2b294b1g 25394?’14 6ag7ag 259g7ag 2bggTGg 3b1,5a,
J 22.80 22.39 21.65 22.77 23.45 22.20 21.01
K 0.673 0.514 0.634 0.710 0.659 0.684 0.979
Table 3 Crystal-fleld energy levels of MgF,:Ni** crystal
O, Dy, Energy Exp. Val.l15
3.4y, 3By, 0.0
ST, $By, 7200
3By, 7379 7407
8y, 7694
STy, 3By, 10000
3Bgg 10089 12902
8B, 10403
14, 14, 13430
1 1
z, Bl 15289 —
14, 16581
e 1By, 18014
1By, 18319 20533
14, 19416
1719 1Bg, 18386
1By, 20219 24000
1By, 21260
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Abstract

Two—electron caleulating method of DV 4 is used to ocalculate two-electron
integrals and singlet—triplet splittings of MgFs:Ni** crystal, The energy levels of
orystal field are obtained.
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