B-Mn (A13) Structure:
A c¢P20.213_¢d-001

This structure originally had the label A_cP20_213_cd. Calls to that address will be redirected here.
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b c
Prototype Mn

AFLOW prototype label A _cP20-213_¢d-001

Strukturbericht designation Al3

ICSD 41775

Pearson symbol cP20

Space group number 213

Space group symbol P4,32

AFLOW prototype command aflow --proto=A_cP20_213_cd-001
~Tparams=a, 1, Y2

e This is the high temperature form of manganese, stable in the range 727-1095°C and metastable at room temperature
(Donohue, 1982). The ground state is |o-Mn (A12).

e This structure may also be found in the enantiomorphic space group P4332 #212.
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Simple Cubic primitive vectors

al
5
ay; = aX
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a] + 1 ay + x1 as = ari X+ ar1y + ax Z (8c) Mn I
B, = 7(1,17%) a; —x1as + = fa(aclf%)f(faxlera(:clJr%)Z (8¢) Mn I
(o1 + 1) 2
B; = —z1a;+ (z1+ 1) ax — = —ariX+a(zi+3)y—a(zi—3)2 (8c) Mn I
(21— 3) as
B, = (1‘14—%) al—(xl—%) as—rias = a(xl—&—%) i—a(ml—%) Y —ax,z (80) Mn I
B5 = (CE1+%) a1+(x1+%) ag — = a(as1+%) )A(—Fa(:m—l-i)y—a(:cl—%)i (8C) Mn I
r1—7) a3
Be = —(z1-3)a—(z1-2)a;— = —a(z;—3)%x—a(z1—-3)y— (8c) Mn I
(z1—-3) a3 a(zy—32) 2
B, = (scl—I—%) al—(xl—%) as + = a(ml—&—%)x—a(a—i y—&—a(xl—i—%)i (8c) Mn I
(.231 + %) as
Bs = —(331—i) a1+($1+%) as + = —a($1—i)f<—|—a(x1—|—i)y+ (8¢) Mn I
(z1+ 1) a3 a(ri+1)2
By = %a1+y2a2+(y2+i) as = %achraygera(ngr%) A (12d) Mn II
Bio = Sa;—wpas+ (y2+3) a3 = Sax—ayy+a(y+2) 2 (12d) Mn II
Bin = fai+(y2+3)as—(y2—7)as = gaxta(yp+3)y—a(yp—1) 2 (12d) Mn II
B2 = %a1—(y2—%)a2—(yz—%)a3 = %a)‘c—a(yz—%)y—a yz—%)i (12d) Mn IT
Bis = (y2+ ) a1+ g a2 + yoa3 = a(y2+13) X+ a9 +ay22 (12d) Mn II
B = (y2+3) a1 + 2ax — yo a3 = a(y2+3) %+ 3ay —ay 2 (12d) Mn IT
Bis = —(yg—%) al—i—%ag—i— = —a(yg—i)fc—l—%ay—l—a(yg—&—%)z (12(1) Mn II
(yz + %) ag
B16 = 7(’y27%) a1+%a2— = —a(yQ—%)er%ay—a(yg—%)z (12(1) Mn II
(y2 - % as
By = ygal—&—(yg—i—i) 82+%ag = aygi—i—a(yg—l—i)y—i—éa‘ (12d) Mn II
Bis = —ppar+(p+3) ax+iay = —ayaX+a(y2+3) §+2az (12d) Mn II
Blg = (yg—f—%) al—(yg—i) ag—F%ag = a(yg—&—%)f{—a(yg—i)y—l—%ai (12(1) Mn II
B20 = — (yg — %) a15— (yg — %) ao —+ = —a (y2 — %) )A( —a (yg — %) y + %ai (12(1) MH II
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