Rhombohedral AlsMo Structure:
ASB_hR12_167_ce_b-001
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Prototype AlsMo

AFLOW prototype label A5B_hR12_167_ce_b-001
ICSD 105520

CCDC 1663404

Pearson symbol hR12

Space group number 167

Space group symbol R3c

AFLOW prototype command aflow --proto=A5B_hR12_167_ce_b-001
--params=a, c/a, Ta, T3

e AlsMo is known to have three phases (Schuster, 1991):

— Below 650K it is in arhombohedral structure, AlsMo(r) (this structure).
— Between 650K and 750-800K it is in a trigonal structure, AlsMo(h’).
— Above 750-800K up to 846K it is in the [Als W structurel

e Hexagonal settings of this structure can be obtained with the option --hex.
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B = 0 = 0 (2b) Mo I
B, = fai+say+iag = scz (2b) Mo I
By = Toay + Tpas + xoas = cxo Z (4¢) All
B, = - (1'2 - %) a; — (xz - %) ag— = —c (acg - %) Z (4¢) All

(w2 —3) a3
Bs = —Tg9a) — Toag — Toag = —cxo 7 (4c) All
Bg = (x2—|—%) a; + (3;24—%) as + = C(.’I;Q—‘F%) Z (4¢) All

T2 + %) as
B, = zza; — (x5 — 1) ag + Lag = la(es—1) % - La(ay—1) g+ Lez (6e) ALTI
Bsg = ial + 38y — <£E3— %) as = éa(4x3 -1 %+ %a(@cg— 1) }"—l—ici (6e) Al Tl
By = —(.’L‘g—%) a1+ia2+x3a3 = —a (373—&) fc—&—%ci (6e) Al Tl
Bio = —zg3a;+ (z3+ 1) ax + 3 a3 = —ta(4zs+3) fc—|—£a (1223 +1) §+3c2 (6e) AlTI
Bi1 = Sa;—zzar+ (23 +3) a3 = —la(dz3—1) )*(fga (1223 4+ 5) §+ 22 (6e) Alll
B, = (x3+%) a1+%ag—x3a3 = a(ac;;—ki) f(-l—?ay—k%ci (6e) Al Tl
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