e-Al3Ni (D0yg) Structure:
A3B oP16 62 c¢d c-001

This structure previously used the label(s) A3B_oP16_62_cd_c. Calls to these addresses will be redirected here.
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Prototype Al3Ni
AFLOW prototype label A3B_oP16.62_cd_c-001
Strukturbericht designation D0y
ICSD 58040
CCDC 1622076
Pearson symbol oP16
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A3B_oP16_62_cd_c-001
—~params=a, b/aa C/a7 T1,21,%2,22,X3,Y3,%3

Other compounds with this structure
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e The ICSD places e-AlgNi (D0g)|in the FesC (D011) structure type. While both structures are in the same space group
and have the same occupied Wyckoff positions, the lattice constants are very different, so split these compounds into two
classes. In any case the different Strukturbericht entries require two entries in the Encyclopedia.

Simple Orthorhombic primitive vectors

a; = ax
ap = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 5 as + 21 a3 = ar1 X+ 1by +cn 2 (4c) AlT
B, = f(xlf%) a1+%a2+ = fa(xlf%)chr%berc(zqu%)i (4¢) All
(=1 +3) as
B; = —zi1a; + %ag — 21 a3 = —ar1 X+ %by—czli (4c) All
B, = (ml—i—%)al—l—iag—(zl—%)ag = a(a;l—l—%)f(—i—iby—c(zl—%)i (4c) All
By = 3328.1—|—i8.2—|—2283 = angc—kib}*f—kczgi (4¢) Nil
Bsg = f(ng%) a1+%a2+ = fa(ng%)ﬁ+%by+c(zz+%)2 (4¢) Nil
(22 +3) as
B = —z9a; + % as — 2o as = —are X+ %by — 292 (4c) Nil
Bs = ($2+%)al+i32—(22—%>a3 = a(xg—l—%)fc—l—%by—c(zg—%)i (4c) Nil
By = r3a; + yzas + 23 as = ar3X +bysy + cz3 Z (8d) Al Il
Bio = — (w3 —3) a1 —yzax + = —a(zs—3) X—bysy+c(zs+3)2 (8d) Al TI
(z3+ %) a3
Bii = —zsai+(ys+1)ay—z3a3 = —arsX+b(ys+3) §—cas (8d) AT
B, = (xg—&—%)al—(yg—%)ag— = a(ajg—i—%)fc—b(yg—%)y—c(z?,—%)i (8d) Al Tl
23— 3) a3
Bis = —rza; —Ysax — z3as = —arzX —bysy —cz32 (8d) ALL
By = (23+3)aitysaz—(z—3)as = a(zs+3) X+bysy—c(zs—1) 2 (8d) Al
B = Tza; — (yg — %) ap + z3as = aa:35<—b(y — %) V+eczsz (8d) Al Tl
Big = —(zs—3)ai+(ys+3)a+ = —a(zs—3)&%+b(ys+3)I+c(zs+3)2 (8d) AlTT
(23 + % asz
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