Nonstoichiometry as a source of magnetism in otherwise nonmagnetic oxides:
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Il. METHODS

A. Calculation of the magnetic configuration
of a single vacancy
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C. Calculation of the magnetic interaction range
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D. Calculation of the percolation staircase

Th et¥lam of v solam S acds £ due (3
dss & d‘d‘ C A dlx)‘«-sldc*dé a9 g¥S ho -
dglgoed g Iv 5975 @ fw u N PR Sdiel g . N wih
ocs en, “feoh hes (emy S Jx=c[V]/N, ks N
P e 19 b*aqLJ '3. of élvs Ty® 8 sh L awer ‘i‘n ai 1f

a,,s h‘ﬁd}s‘ﬂ‘vd. v‘\.d‘h
of‘an. heﬁ d"h ‘-. X 4o\, d)tx a’*- Le-Smém béﬁ
of .'t e Sy If \.v‘gls i & )\d),;
ehyp & ¢ el tat §¢vv‘ g S ef

<

v
/

Il
o

"
"



1(() 'ﬂadl(d)l A"Z‘ li;z(“Tth ga S §,5 ad A_
medsd ol biey, B, She
20df G5 ‘FO«.Iaof‘hﬁl{ﬂ“lhh‘ﬁﬂ“

b'ad)ﬁﬁ ‘l” d

B. Results for the formation enthalpies and transition energies
of Hf and O vacancies and equilibrium concentration of
magnetic defects in HfOz
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C. Results for the range of ViV
magnetic interactions in HfO,
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D. Results for the percolation threshold for the cation
sublattice of the HfO, Baddelayite structure
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1V. CONCLUSION
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