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The energies of spectroscopic terms arising from the sollttlngs in ligand field of D,, symrnetry, -
of d* strong field configurations have been given in expressions of the electronic repulsion para-
meters B and C, the three llgand field parameters X, L and M and the distortion angle 8. ’

- By using the assumptions made and the procedure described in the previous
papers [1] of the series, the matrix elements of electron- electron and electron-hgand
field interactions® have been calculated.

In the matrices, B and C are the usual electromc repulsmn (Racah’s) para-
meters and :

K= %D4(35 cos“ﬁ—~30 cos2ﬁ+3),

L=+ 2 D,(i—cost

6
-~ M = D,(3cos?f~1),

where D, and D, denote — apart from numerical factors — the integrals related
to second-order and fourth-order spherical harmornics, and the plus. and ‘minus

-signs occurring in the expressxon of L correspond? to orlentatlon 1 and orlentatlon L

2, resp., described in [la].
The complete energy matrlces are:
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* Part II: Acta Phys. et Chem. Szeged 18, 185 (1972)

1 The corresponding integrals are composed of determinantal functlons [2] and the operators
(3) and (8) of [1a).

2 Through the series, all the calculations are based on orientation 1.
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The energy expressions (1)—(14) can easily be transcribed for dS-configuration.
Then — apart from a constant energy contribution — the matrix elements. related
with interelectronic repulsions remain unchanged and the ligand field energies —
apart from another additive constant — are found by reversmg the signs of those
for the d*-configuration.

_ The energy matrices can be used -— as was shown in [3] — for the 1nterpretat10n
of the electronic abs tion spectra of -complexes
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TETPAFOHAJILHO 11E<I>OPMI/IPOBAHHI>IE TETPABI[PI/I‘IECKI/IE KOMHHEKCLI
. ML, 1T

PACI]IEI’IJ'IEHI/IE d‘-KOHCDI/Il"YPAHI/IFI B CUJIBHBIX TTOJAX JII/IFAHHOB
. D,; CAMMETPUM
" M. H, ban

Hicnonb3ys npubimkenne CHIBHOTO TOMNs, PACCIMTANM JHEPTETHYECKOES COCTOSHME ICKTPO-
HOB, NPOHCXOASIIHX DY PaCITeIUICHAN KOH(MUTYpanmu co31aBacMbIX B3 d¢ 3JIEKTPOHHEIX CTPYKTYp
B JHraggabx noiasx D.y (medOpMHEpPOBAHHBIE TETPA3NPHYCCKAE) CHMMETDHHA B 3aBHCAMOCTH OT
11apaMeTPOB IEKTPOCTATHYECKHX Y JIMTAaHAHBIX MOk, a Taxxke yria nedopmaimd.



