Wtk Biog B B ¥ W Vol. 44, No. 10
1995 £ 10 ACTA PHYSICA SINICA Oct., 1995

&’ BEHFIHH RO B Ie-iE
- ResRE’
£ & B

(EHEEZEYRR, K& 610041; FEHFRERMIEYESL, [/ 110015)

2 X K

(P9) 119 R FE kBB SBT> K& 610066)

® X ¥

(MmN ERY R R, HI 637002)
(1994 £ 7 A 11 HIKE)

BYT=fANK ¢ 240 RNNER-HERESSERR, CAFE TEMEHR
BN BB AR ZBOEETIR D(&) UREGKSHLEFRERAE M D(5a,6) 1
PR TR T EREN o, 50 B W FIEE T D(8p) & D(8ayke) BIHM K/ANIBHTE &o
B BRNERTRERE-HE (50) BAs8BRATRALAENER; FARRENN
T VCl, fa VBr, WEHARLRIET D(6) XN VBr, RFFARERTEREN, I
HUTEXR—BNER.

PACC: 7630F; 7170E

1 3l

MTERELBETFHNEANERSETR (¢ RTRTHHR), ZHHOSGHER
BB TERMITEAK, FMAXEAXTUNZSHSENBE-LE (S0) #4314t
BHER TR, * &*/d BHF, Abragam 0 Bleaney"ZHH T Rk T RK R EHER
MERDPEBELEET SO BE2EN e HTNTH D H A X; Macfarlane® [f R
Du F1 Zhao" S FAMTRFHEVPNFHEMTH ¢ RFRNFTHLRO=ZMAE M B
BE. A&, XEAXBREBTIESEET SO BAREFERANEM, EEMENR
RO s A A N F (RS R Ok BB, B R F-y €17, O SE T
KK RZIFEEM. ERIEERKETFREAEMN, AOGtHHEMNS, EAEFRdES
BEETJdEFHEAMK, MAEKPETH SO BE&S LMK, AoNKE,

il

* EREANFESFEHOTE.



1608 L] 2 ) 2% i 44 &

EBESBE RN LF)=220cm™, ,(CI7)=587cm™, £,(Br™) = 2460cm™,
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10 34 HEME: I EZA0THIRONAE-DERSSHAR 1613

B&2 W, ®¥TF VCh, D) M E(,,L,) B D) MMi%, RfiRDS
D(L,) REEE, RIAZEEEK SO RSB EHRYE—FIFAER. WX VB,
D(Z,)
D(ZL,) ?ﬁk( V¢ L 60%); D(L4,5,) RRMB/ANBEBHDS D(L) ERIRK, K
i, RRBSERHBATEE. B, REBE D,) f1 D(L,,L,) RtAEMNERAE
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AsnsTRACT

This paper presents a two spin-orbit coupling parameter model for the zero-field
splitting of d* cluster with trignal symmetry. Two parts D({,) and D(Z,,Z,), which
are neglected in the classical crystal field model, are included in this model, where
the D(Z,) is the contribution from the ligand and the D(Z,,{,) is the contribution
from both the ligand and the central metal ion. The magnitude of D({,) and D(Z,,
£,) with different {,,{, and 1, are discussed. The result shows that the calcula-
tion of zero field splitting must use the two spin-orbit coupling parameter model in
the case of large £, and large 1,. Using this model, the zero field splitting of VCI,
and VBr, are calculated. The calculated result is in agreement with the experiment
and shows that D(Z,) can not be neglected for the zero field splitting in VBr,.
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