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Table 1 Selected Bond Lengt hs( A) and Bond Angles(
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Fig. 1
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Eu( PMBP); - 2H,0
Configuration of Eu(PM BP)s - 2H20
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Table 2 Net Charge and Mulliken Bond Orders between Eu(

) and O Atoms of EuL; - 2H,0

Eu= 0.402,

011=- 0.417,012= - 0.32, 02:= - 0.331, 022= - 0.26,
031= - 0.486, 03= - 0.504, O41= — 0.269, O4= - 0.25

net charge

M ullik en Eu-0(PM BP) (ser.) = 0. 33, Eu-0(H:0) (ser.) = 0.28,CClarer ) = 0. 966,

bond orders CNer)= 0.767, NN (e )= 0.721, C-O(aer )= 0.915
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STUDY ON CRYSTAL AND ELECTRONIC STRUCTURE OF EUROPIUM( )
WITH 1-PHENYL-3-METHYL-4-BENZOYL-PYROZOLONE -5( HPMBP)
Pan Long Zheng Nengwu Yang Lingfa* Liu Haiming
(Dep artment of Chemical P hysics, University of Science and Technology of China, H efei 2300206)
(Department of Applied Chemistry, University of Science and T echnology of China, Hefei 230026)

Yang Yao Yang Wenjuan
(Modern A nalytical Center, N anjing University, N anjing 210093)

The title complex Eu(PMBP)3 - 2H20 has been synthesized. The crystal is monoclinic
with space group of P 21/n, a= 14. 9821(1)A b= 14.7518( 8) A , .= 24. 4979(9) A, g= 101
52 Each europium ion is coordinated by 8 oxygen atoms, contributed by three PMBP and
two water molecules, arranged at the vertices of a square antiprism. T he electronic structure
of the complex was calculated using the INDO/F program. The molecular orbital energy,

charge distribution, and M ulliken bond order of the structure and bonding characters of EuLs
- 2H20 have been discussed.
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