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Prototype CogMn3Zng

AFLOW prototype label A2B3_cP20-213_¢_d-001
ICSD 19272

Pearson symbol cP20

Space group number 213

Space group symbol P4,32

AFLOW prototype command aflow --proto=A2B3_cP20_213_c_d-001
~Tparams=a, T1, Y2

The composition of the site we label “Co (8c)” is actually Cor.g16Mng s34, and the site labeled “Zn (12d)” is
Zn8,7756C00,684Mn2_448. (BOC&I‘Sly7 2019)

e Many other compositions are observed.

We use the synchrotron data taken by (Bocarsly, 2019) at 100K.

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

al
P
a; = ax
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +x1as + a1 as = ax1X+ar 1y +ax, 2 (8c) Col
B, = —(z71—3) a1 —zax+ = —a(z;1—3)x—an1y+a(zi+3)2 (8c) Col
(o + 1) 2
B; = —z1a; + (21 + 1) as — = —ariX+a(zi+3)y—a(zi—3%)2 (8c) Col
(w1 - 3) as
By = (mi+3)a—(z1—3%)a—zia3 = a(zi+3)k—a(z1—3) §—an 2 (8c) Col
By = (xl—i—%) a1+(a:1+%) a, — = a(m1+ )X+a(;1c1+ ) a(wl i Z (8c) Col
r1— 1) a3
Bsg = —(xl—i al—(ajl—%)ag— = —a(xl—z)fi—a(xl—%)y— (8¢) Col
(xl—%)ag axl—%)i
B, = (z1+3)a—(z1—-3)a+ = a(@m+i)g—a(zi—3)9+a(z+2) (8¢) Col
(w1+ ) as
Bs = —(z1—3)a+(@m+32)a+ = —a(z1— %) X+a(z1+3)y+ (8¢) Col
(w1+7) a3 a(r1+3)2
By = ai+yoas+ (y2+ §) as = taX+ayy+a(y+5) 2 (12d) Zn 1
By = %al—yQag—O—(yg—F%) as = %ax—aygy—ka(yg—F%) Z (12d) Zn 1
By = %a1+(y2+%) ag—(yg—i) az = %ai—i—a(yg—i-%)y—a(yg—%)i (12d) Zn 1
Bz = 2a—(p—3)as—(y2—3) a3 = 2ax—a(yp—3)y—a(ya—3%) 2 (12d) Zn 1
Biz = (y2+ 1) a1+ gaz +y2a3 = a(yz+ %) X+ say +ay2 2 (12d) Zn 1
By = (y2+2) a1+ 2ay —yoa3 = ay2+2) X+ 3ay —ay 2 (12d) Znl
Bis = —(y2— %) ar+ fas+ = —a(y2— ) X+ Lag+a(y+3) 2 (12d) Znl
(v2+3) a3
Big = —(yz— )a = —a(yz—%)x—l—gay—a(yg—%)z (12d) Zn 1
(yz - % a3
Bz = Yo ay + (yg Z) a2—|—%a3 = ay2>2+a(y2—|—i) —|—%aA (12d) Zn 1
Bis = —yzar+ (Y2 + 3) ag + a3 = —ayaX+a(y2+3) §+ 2az (12d) Znl
Bio = (2+35)a1—(y2— 1) a2+gas = a(ya+3)X—a(y2—3) 9+ gaz (12d) Znl
Bo = —(p2—3)ar—(y2—3)ax+ = —a(yo—2)%x—a(y2—3) 9+ 3az (12d) Zn1
5 a3
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