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go file
go data/fe

brvtyp a c/a b/a
bcc 5.43, ,
edelt ewidth  reltyp
0.001 1.2 nrl
outtyp bzqlty maxitr
update 4 100
ntyp

1
type ncmp rmt  field
Fe 1 0 0
natm

1
atmicx

0 0

alpha beta gamma
sdftyp magtyp record
mjw mag 2nd
pmix

0.024
l_max anclr conc

2 26 100
atmtyp
/] Fe




go file
go data/fe_11
brvtyp a c/a b/a alpha beta gamma

bcc 10.85, , , , , ,
edelt ewidth reltyp sdftyp magtyp record
0.001 1.2 nrl mjw mag 2nd
outtyp bzqlty maxitr  pmix
update 4 100 0.024
ntyp

3
type ncmp rmt  field 1_max anclr conc

Fel 1 0 0 2 26 100

Fe2 1 0 0 2 26 100

Li 1 0 ] 1 3 100
natm

8
atmicx atmtyp

0 0 0 Li

0.5 0 0 Fel

0 0.5 0 Fel

0 0 0.5 Fel

Q.25 Q.25 0.25 Fe2

0.25 0.25 Q.75 Fe2

Q.25 Q.75 0.25 Fe2

0.75 0.25 0.25 Fe2
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go file
go data/fe_l1

brvtyp a c/a b/a
bcc 5.43, ,
edelt ewidth  reltyp
0.001 1.2 nrl
outtyp bzqlty maxitr
update 4 100
ntyp

1
type ncmp rmt  field
Fe 2 0 0
natm

1
atmicx

0 0

alpha beta gamma
sdftyp magtyp record
mjw mag 2nd
pmix
0.024
l_max anclr conc
2 26 100
3 0
atmtyp
/] Fe
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go file
go data/fe_l1

brvtyp a c/a b/a alpha beta gamma

bcc 5.43, , , , , ,
edelt ewidth reltyp sdftyp magtyp record
0.001 1.2 nrl mjw mag 2nd
outtyp bzqlty maxitr  pmix

update 4 100 0.024
ntyp
1
type ncmp rmt  field 1_max anclr conc
FelLi 2 0 0 2 26 50
3 50

natm

1
atmicx atmtyp

0 0 0 FelLi
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Figure 5. (a) Magnetic and electronic phase diagrams of La;_,Sr,MnO3 and Pr;_,Ca MnOs.
The various states are: paramagnetic insulating (PI), paramagnetic metal (PM), canted insulating
(CI), ferromagnetic insulating (FI), ferromagnetic metal (FM), canted antiferromagnetic
insulating (CAFI), and charge-ordered insulating (COI). T¢, Ty, and Tco, are Curie, Néel, and
charge-ordering temperatures, respectively. (b) Phases diagram for La;_,Ca,MnO;. Labelling
of phases is the same as in (a). (Reproduced from [49] (a) and [42] (b).)
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