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Table 1  The total energy and magnetic moments of the
fcrromagnetic (FM ), antifcrromagnetic ( AFM )

and non-magnetic (NM) phases

™ AFM NM
E(Ry) -8005.743 -8005.726 -8 005.580
M(uy) 3.873 -0.008 \
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Fig. 1  The total dcnsity of states within the two

different exchange-correlation potential CCA

and LDA
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Table 2 The spin magnetic moment populations for the title

compound Ly
LDA GCA SO
Ni 1.543 4 1.5639 1.660 8
Cl -0.000 8 -0.011 4 0.0018
N1 0.046 9 0.061 3 0.0419
N2 0.049 7 0.062 4 0.048 4
Tolal/cell 3.8739 3.978 1 4,250 46
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Study on first-principles of electronic structure
of Nil N(CN), |,

ZU Feng-xia, LIU Min-min
(School of Science, Wuhan Tustitute of Technology, Wuhan 430074, Ching)

Abstract: This paper is devoled o examining the clectronic struclure and magnelic behavior of molccule-based

magnet Ni[ N(CN), ],, using first prineiples within the full potential linearized augmented plane wave (FP-

LAPW) method based on the density functional theory ( DFT). The total energy and the density of states and

atomic spin magnetic moments are calculated and discussed, Ni[ N (CN), |, is found to stabilize in a

fcrromagnclic semiconductor, the lcrromagnelic inleraction originales mainly from the Ni aloms,
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Non-homogeneous linear correlation of function group

YANG Jian-hua'?, LIU Cui-hua'’
(1. School of Science, Wuhan Tnstitute of Technology, Wuban 430074, China;
2. Hubei Province Key Laboralory of Inlelligenl Robol, Withan lnslilule of Technology Withan 430074 | China)

Abstract: In this paper,the concepts of homogeneous linear correlation and homogeneous linear independence,
and homogeneous equivalence of function group are extended to such concepts as generalized linear correlation
and generalized linear independence, generalized equivalence in function group. The condition for generalized
lincar corrclation and gencralized lincar independence is discussed, and the relevant resull is acquired.

Key words: function group; generalized linear correlation; generalized linear independence; generalized

equivalence
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