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transition point. Either of the two magnetic moments calcula-

ted for a = 7.0 a.u. is obtained, depending on the magnitude 

of the initial assumed maeneti c moment in the self-consis-

tency iterations. 

FIG. 5. Cohesive energy calculated for V, as a function of lattice 

parameter. The error bar indicates the experimental equili-

briurn lattice constant and cohesive energy, for comparison. 

FIG. 6. Non-magnetic densities of states, showing the increa se in 

the density of states at the Fermi energy which eventually 

gi ve s rise to magnetic behavior as the lat tice parameter 

is increased further. 

FIG. 7. Hagnetic densiti es of states [or a '" 8.5 a.u., for 

ma jority (0') and minori.ty (13) sp in, showing exchange shift 

between corr espo ndi ng states with opposite spin, in the 

magnet ic state. 

FIG. 8. Soft X-ray emiss io n spec tra from TiC: C - K (solid 

curve), Ti - K (dott ed), and Ti-LII,III (dashed) spectra, 

as rcport ~d in r eferences [ 22J , [21J, and [23J, r espe ctively. 

FIG. 9. Soft x-ray emission spectra from NbC: C - K, Nb - L
III

, 

FIG. 

and 'Nb - }lIV,V' [rom reference [25J. 

10. Decomposition of the Ti-Ln,III emission spectrum from 

TiC into separate, proportional LII and LIII components, 

separated by the energy splitting betHeen the atomic LII 

and LIn peaks. 
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FIG. 11. Experimental C-K emission (smooth curves) from TiC, 

according to Holliday [22] as reported by Ramqvist et a1. 

[21], and C - tel partial density of states. Dashed curve 

corresponds to an 0.6 eV adjustment in relative Fermi energies. 

FIG .. 12. Experimental Ti-K emission curves and calculated Ti-t = 1 

partial density-of- sta t e s histo gr am for TiC. Dotted curve is 

from Nemnonov and Kolobova [2 6 J~ Solid is uncorrected and 

dashed is corrected data from Ramqvist, et al. [21]. Dot-

dash curve is obtained from shifting dashed curve by 0.6 eV. 

FIG. 13. Ti - LIl (from Fischer [23J) ('m ission (smooth curves) 

and Ti-! = 2 curves for TiC. Result of 0.6 eV shift is 

shown as dashed curve. 

FIG. 14. Comparison of C - t = 1 partial density of states (histo­

gram) for NbC \~ith the C-K emission (smooth curve) reported 

by Ramqvist, et al. [25J. 

FIG. 15. NbC Nb - LIII emiSSion, from Ramqvist, et al. [25J, 

compared \dth the Nb-t = 2 partial density of states. 

FIG. 16 . Partial Nb - MIV,V emission, from Holliday [25J, and 

Nb - t = 1 partial density of states. Dashed curve shows 

correction for apparent spectrometer cnllibratlon error, 

reported by Ramqvist et a1. [25 J. An additional peak in 

the spectrum has now been observed [24], in good agreement 

with the partial-density-of-states peak at about -11 eV. 

Separation of the tHO Nb-H peaks ShOWll is also the energy 


