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Prototype BijgMnsRhg

AFLOW prototype label A18B5C6_tP58_136_f4i_afg_gi-001
ICSD 130687

CCDC 1850892

Pearson symbol tP58

Space group number 136

Space group symbol P4y /mnm

AFLOW prototype command aflow --proto=A18B5C6_tP58_136_f4i_afg gi-001
--params=a, ¢/a, Ta, T3, T4, Ts, T6, Y6, 7, Y7, T8, Y8, T9, Y9, 10, Y10
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e AFLOW rotates the system by 180° about the x-axis, so that (x y z) <> (x -y -z). The practical effect is to interchange
the (4f) and (4g) Wyckoff positions.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Mn I
B, = %al—l—%ag—i-%ag = %ai—l—%ay—i—%ci (2a) Mn I
B = Toay + To as = ars X+ arsy (4f) Bil
B, = —ZToa; — T as = —are X —arsy (4f) Bil
Bs = —(z2-13) a11+ (z2+3) a2+ = —a(ze— 1) X+a(z2+3)y+icz (4f) Bil
2 a3
B = (z2+3)ar—(12—3)ar+j3a3 = a(za+3)X—a(za—3) §+ 5c2 (4f) Bil
B, = T3a; + T3 a = ax3 X+ ar3y (4f) Mn II
Bsg = —r3a; — r3a = —ar3X —ax3y (4f) Mn II
By = —(z3-3) a11+ (x3+3) ac+ = —a(zz3— %) X+a(zs+3)y+icz (4f) Mn II
283
By = (1:3—|—%) al—($3—%) a2+%a3 = a(xg—&—%)i—a(x;;—%)y—k%ci (4f) Mn II
By = Taa; — T4an = axsX —aryy (4g) Mn III
Bz = —x4a; + 48 = —arg X +arey (4g) Mn IIT
Bis = (za+3)ai+(za+3)ar+zas = a(zs+3) X+a(za+3)§+5c2 (4g) Mn III
By = — (x4 - %) allf (:U4 — %) as+ = —a (as4 — %) X—a (x4 - %) v+ %ci (4g) Mn III
233
Bis = Tsa; — Ty ag = arsX — arsy (4g) Rh1
Bis = —Tsa; + x5 as = —ars X+ axsy (4g) Rh1
Biz = (zs+3)ai+(zs+i)at+iaz = alzs+3) k+a(zs+3) 9+ Lez (4g) Rh I
Bis = —(25—13) a — (x5 — %) ac+ = —a(zs—3)%k—a(zs— 1) g+ icz (4g) Rh I
243
By = ZTgay + Yg as = argX + aysy (81) BilII
By = —xga; — Yg Az = —argX —aygy (81) Bi Il
Ba:r =  —(y6—13) a11+ (z6+3) ac+ = —a(ys— 1) X+a(ze+3)§+3c2 (8) BilI
2343
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(o +3) a1 = (w6 = 3) @z + 5

— (26 — 3) al+(y6+ 3) ag +
lay

($6+%) a; — (yﬁ— %) ag-i—%a?,
Ye a1 + Te a2
—Ys a1 — Te A2
Trap + yraz
—T7ayp —Yraz

—(y7—3) al+($7+ 3) az +
lay

(y7+3) a1 — (27 — 3) a2+ 3 a3
2 2 2

—(z7—3) a1+(y7+ 3) as+
as

2

—(yr—3) ax+3as
Yyrap + x7az
—Yray —Traz
Tgar + Ysaz
—ZTga; —Ysaz

—(ys— 3) all+ (zs+3) a2 +

283
(54 5) a— (s — ) m+ b ag

— (25— 3) al+(y8+ 3) ag +
ag

5
(s—l) a2+%a3

Ysay + rgas

(s +3) a

—Ysair — Tgaz
Tgay + yg ag
—Zgal — Yg a2

(o= B+ (oot}
7a3
(y9+%) 31—(339—1) a2+%a3
— (9 — 3) a1+(y9—|— 3) az +
3 a3
(9 +3) a1 — (o — 3) a2+ 5 a3
Ygay + Tg Az
—Ygai1 — Tgaz
T10a1 + Y10 a2
—Zi0a1 — Y10 A2
(y10 - *) a1 + (5610 + %) az +
3 a3

(yio+3) a1 = (w10 = 3) ax +

_ _1 1
2
(5510 ) a; + (ylo + 2) ag +

1
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aye X + azrgy
—ays X — axgy

ar7X +ayry
—ar7X —ayry

—a(yr—3) X+a(er+3) I+ 3¢

N>

ol +3) K—afar =) §+ oo
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N>
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Bse = (1’10 + %) a; — (y10 - %) as + = a (5610 + %) X—a (ylo - %) v+ %Ci (8i) Rh II
3 a3
Bsr = Y10 a1 + T1g az = ayoX+aroy (8i) Rh IT

Bss = —Y10a1 — T1p A2 = —ayioX —ary (8i) RhII
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