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Ordering in NiPt 
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Monte Carlo simulations for NiPt surfaces

Segregation reversal: 
Pt prefers second layer

T > TOrdering

MC: Exchange atoms
between surface and
bulk requires segregation
energy



Monte Carlo simulations for NiPt(111)
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Phase equilibria in Pt-rich Pt-Mo alloys



Effective pair interactions in PtMo



Effective multisite interactions in PtMo (in mRy)

"n" is the number of the corresponding cluster per site;
Pt66Mo33(Pt81Mo19)



Pt2Mo(111) Pt2Mo(100)

Pt2Mo ordered phase
Space group Immm (71)

Order-disorder transition temperature : 2080 K (exp), 2200 K(theor).



Pt75Mo25

A (111)-type snapshot of the ground-state (T=OK) structure



Pt75Mo25(100)



Pt13Mo3
A (100)-type snapshot of the ground state (T=0K) structure

Undergoes the 1st order phase transition at about 2000 K.



Pt13Mo3 (111)



Pt13Mo3 structure 
Space group: Pm-3n (223) or Oh

3

Pearson symbol: cP32
Strukturbericht designation: ??

Primitive translations:
(1,0,0)a
(0,1,0)a
(0,0,1)a

Basis:
Pt1 (1/4,0,0)
Pt2 (1/2,0,1/4)
Pt3 (1/4,1/4,1,4)
Mo (1/2,1/4,0)



Snapshot of Pt87.5Mo12.5 at T= 0K



Phase stability in Pt-rich PtMo alloys




