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

This structure previously used the label(s) A_.cP20_213_cd. Calls to these addresses will be redirected here.
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Prototype Mn

AFLOW prototype label A _cP20.213_cd-001
Strukturbericht designation Al3

ICSD 41775

CCDC 1611528

Pearson symbol cP20

Space group number 213

Space group symbol P4,32

AFLOW prototype command aflow —--proto=A_cP20_213_cd-001
~Tparams=a, Iy, 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|a-Mn (A12).
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e This structure may also be found in the enantiomorphic space group P4332 #212.

Simple Cubic primitive vectors

2
a; = aX
a = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +21as + 2 a3 = ar1 X +ar,y + ary z (8c) Mn I
B, = —(—1)a —mas+ =  —a(m-g)x—anyta(n+j)z (8c) Mul
(w1+3) as
B; = —zia; + (21 + 3) ap — = —ariX+a(zi+3)y—a(zi—3)2 (8c) Mn I
Ty — %) as
By, = (331 + 5) al—(xl — %) ay—riag = (wl + ) —a (xl — %) v —ariz (8c) Mn I
B; = (J;l—l—z)al—l—(xl—k%)ag— = a(xl—&—z)X—l—a(ml—i—i)y—a(xl—i)i (8c) Mn I
)
Bg = f(xlf%)alf(aslf%)agf = fa(xlf%)i—a(xlf%)yf (8¢) Mn I
(w1 - 3) as a(m—3)2
B, = (z14+3) ar— (21— 1) as + = (z1+ 1) a(zi—3)y+a(z1+3) 2 (8c) Mn I
(w1+ 1) as
Bg = —(ml—z)al—&—(xl—&—%)ag—&— = —a(ml—%)fi—l—a(zl—i—%)&—i— (8c) Mn I
xl—i—i)ag a(xl—f—%)i
By = §a1—|—y232+(y2—|—i) as = éax—kaygy—ka(yg—ki) Z (12d) Mn II
B = %al—y2a2+(y2+%) as = %ax—aygera(ngr%) Z (12d) Mn II
Bin = fai+(y2+3)ar—(y2—1) as fax+a(pp+3)y—a(y—13) 2 (12d) Mn II
Biz = Sai—(pp—3)ar—(o—3)as = Sak—a(p—3)y—a(—3) 2 (12d) Mn II
Bz = (y2—|—i) a1—|—%a2—|—y2a3 = a(y2—|—i) )”(—l—éay—l—aygi (12d) Mn II
By = (y2+§) a1+§a27y2a3 = a(y2+%) §<+%ayfay22 (12d) Mn II
Bis = — (-3 ar+Lar+ = —a(yo— ) x+Zay+a(y+3)2 (12d) Mn II
(v2 + 5)
Big = ~(y2—3) & = —a(ys—3) %+ 2ay—a(y2—3) 2 (12d) Mn II
(y2 - 5) a3
By = y2a1+(y2+1) a2+%a3 = aygchra(ngr%)eréaA (12d) Mn II
Bis = —ysa + (yg + %) as + %ag = —ays X +a (y2 + ) v+ %az (12d) Mn II
By = (yg—i—%) al—(yg—i) ag—l—gag = a(yg—&—%)f{—a(yg—%)y—i—%ai (12d) Mn II
B = —(y2—3) a - (2—3)as+ = —a(y2—3) &—a(y2—32) 9+ 2az (12d) Mn II

3 a3
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