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Prototype AlsMo

AFLOW prototype label A5B_hR12_167_ce_b-001
ICSD 105520

Pearson symbol hR12

Space group number 167

Space group symbol R3c

AFLOW prototype command aflow —-proto=A5B_hR12_167_ce_b-001
--params=a, ¢/a, Ta,x3

e Al;Mo is known to have three phases (Schuster, 1991):

— Below 650K it is in a rhombohedral 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 AlsW structurel

e Hexagonal settings of this structure can be obtained with the option --hex.
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Rhombohedral primitive vectors

a; = lax—Lay+les .
ap = %ay + %ci Q?\
ag = —%af( — %ay + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2b) Mo I
B, = laj+iay+1iag = 3¢2 (2b) Mo I
B = Toay + Tpas + xoas = cxo Z (4c) All
B, = —(as —%) al—(x —%) ap— = —C(,Ig—%)i (4¢) All
(w2 = 3) as
By = —Zoa] — Topag — To a3 = —cxo Z (4c) All
Bg = (l’z—l—%) a; + (l’g—l—%) as + = C(l‘g—f—%) Z (4c) All
T2 + %) asz
B, = T3a, — (xg — %) as + %33 = %a (o3 —1) X — ?a (des — 1)y + ici (6e) Al Tl
Bs = Laj 4 azay — (w3 — 1) ay = la(ws—1) %+ Laay - 1) g+ Lez (6e) ALTI
By, = — (23— 1) a1 + T as + z3a3 = —a(z3— 1) X+ cz (6e) Al TI
Bio = —z3za + (1;3 + %) as + %ag = —%a (4x3 + 3) )2+2—‘/Ea (1223 +1) y+ %ci (6e) Al 1l
B, = 3a;—zsar+ (v3+3) a3 = —ta(dz3—1)%x—La(1223+5) §+S5c2 (6e) ATl
B2 = (z3+3) a1+ 2 ay — x3 a3 = a(rs+§) K+ %ay+ ez (6e) Alll
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