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First-Principles Predictions of Yet-Unobserved Ordered Structures in the Ag-Pd Phase Diagram
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‘FIGA 1. GreUnd state dp&am fer the septom Epd Three
wcl% de ned T = 0 strUaUres are jolnd for xp; = 0.25 S
79 The |ewerpatt shews the erqstal striet Ures ofthe &dupd
Yate foUnd andithe nset shews the dmsl, of states of the
Seemetr 1l o fullq relazed L1, str¥elre -

The ertieal temp eratres setres endn&te the seher
ent p hase betndares between dserdered allog and Jew
temp erat Ure ordered comp oUnd were alse «al «Xated frem
M smYatenstebe Tc =340 3 and 7 K ferx =
025 3 gapd 7 reg eol velg an thcrcf.r‘c far bel ow
the sof %1 ne *T = 1235 K forx — 0and T = 1828 K.
for Xx — 1 l 1. These 1ow ttanst en temp erat Ures cplan
whe ' te new these three sirlelres were net ebserved
ejpcrmentallq Lhfert'natel  there are alse ne shert
tan& erder méaslrements for the randem allegat hiSher
tenp erat Yres_ ap ess He met vat en for fulgl‘c eperi
mental st%des 1€ Eves ol «al ¢Yated shett rante or
der R patternsat T = 500 K for X = 0.25,0.50,075_
The SR patterns were «a] ¢Uated bgUsnthe M methed
for a xcdtmp eratUre and coneenttat on.  fler the eq Y1
1brim s rea chcd the thetmal averaes of 9 np redUes
(Pranen
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see ¢ & | 1 The qUest on arses hew eanths UnsYs
pededresUt be egpla ned ex-post-facto. lark etal. | 6]
deser bedthe ex stense ofthe L1 sirlelre n  Upt b‘a
so'p1 n& between clgdren e states at and X Van Heve
sn&Yartes at the "etmilevel eg.  Urthermere the
sUSSeg that L1; 5 stablued ever L1 bgthe faet that
at the | efm 1level the d eledren dens 1‘ of states B §
s lewer for the L1 than fer the L1 strUsetYre. Indcc§1
we ndthatthe B g ofL1; $dater 7 sates/Unt
ecll, see nset of & 1 wlewerthanthat efthe L1, strle
tUre  states/Unt ecll mnaeccordwihthe ]ower fofma
tnncr.llha]P‘.lel everLly  meV/atem see Table] .
Hewever ”ffsc resUts hel d el o for the atem mall o rela sed
strUetUres | of atem 16all & Unteld 1ed strUet uI’CS theé fetma
ten Cnlhalp‘ of L1; 5 %1l lewer than that ef L1



