Ausz;Mng Structure:
A31B9_tP40_83_ae3jdk_cjk-001
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Prototype AusziMng

AFLOW prototype label A31B9_tP40_83_ae3j4k _cjk-001
ICSD 58552

CCDC 1622563

Pearson symbol tP40

Space group number 83

Space group symbol P4/m

AFLOW prototype command  aflow --proto=A31B9_tP40_83_ae3j4k_cjk-001
“Params=a,0/a,$4,y47$5,y5,$67y6,$7,y7,96‘8,3187909,219,9610,y10,$117y11,$127y12
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Simple Tetragonal primitive vectors
a1l T\
a; = ax
az = ay
ag = cCz
—0
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Aul
B, = 5 a1+ 5 ay %a}“{+%a§r (1e) Mn I
B; = 1ay lay (2e) Aull
B4 % a; %af{ (2e) Au Il
By = Tgay + ygag arsX +ay,y (4) Au III
Bg = —x4a; — Y4 Qs —aryX —aysy (4) Au III
B = —ysai + T4z —ays X+ axy y (4j) Au III
Bs Yga] — Tqan ays X —aryy (43) Au IIT
By = Tsay + ys as arsX +aysy (4) Au IV
Bio = —x5a; — Y5 as —arsX —aysy (4) AulV
Bi1 = —Ysa1 + Tsag —ays X +awsy (43) Aulv
Bio Ysai — Tsag ays X — arsy (43) Au IV
Bz = Tgay + Yo a2 argX + aygy (4) AuV
Bis = —xga; — Yg Az —argX —aygy (4) AuVv
Bis = —yga + Tg as —ayeX +axe y (4j) AuV
Bis = Yg a1 — Tg A ayeX — argy (43) AuV
Bir = x7ay + yraz ar7 X +ayr y (43) Mn IT
Bis = —xra; —yras —ar7X —ayry (4) Mn II
By = —yra; + vras —ayrX +axry (4j) Mn IT
By = Yra; — T7ag ayr X —ar7y (43) Mn II
By, = Tgay + ysas + % as argX + aysy + %ci (4k) Au VI
Boy = —xga; —ygas + % as —axgX —aysy + %ci (4k) Au VI
Bz = —ygai + rgas + % as —ays X +azrgy + %ci (4k) Au VI
Boy = ysai — Tgag + % as ays X —argy + %ci (4k) Au VI
Bos = Tgay + ygas + % as axgX +aygy + %02 (4k) Au VII
Bog = —xga; — Yo as + % as —axrgX —ayey + %ci (4k) Au VII
Bory = —ygai + Tgag + % as —aygX + axey + %ci (4k) Au VII
Bos = Yoa; — Tgag + % as ayg X —argy + %ci (4k) Au VII



Boy = T10a1 + Y10 @z + % as = arig X+ ay0y + %ci (4k) Au VIII
Bso = —Z10a1 — Y1082 + 3 a3 = —azioX — ayi0§ + 5¢2 (4k) Au VIII
B3, = —yi0a1 + zpaz + 3 as = —ay X +aroy + 52 (4k) Au VIIT
B3z = yioar — Tipas + 3 as = ayro X — az10§ + 3¢2 (4k) Au VIII
Bsz = Ti1a1 + Y1 ag + %33 = ax11 X+ ay y + %Ci (4k) Au IX
Bss = —z11a1 — Y1128 + 5 a3 = —ary X —ayn ¥+ 1cz (4k) Au IX
Bss = —y11 a1 + 11 a3 + 3 ag = —ayi1 X+ az1 § + 3¢z (4k) Au IX
Bss = yi1a; — 118z + 5 ag = ay11 X — ax11 § + 3¢2 (4k) Au IX
Bsr = Ti2a1 +Yi2a2 + % ag = axi1o X+ ay2y + %ci (4k) Mn III
Bss = —Z12a1 — Y2z + % as = —azrioX —ayi2y + %ci (4k) Mn III
B3y = —y12a1 + T128 + 3 a3 = —ay12 X+ az12 § + 3¢z (4k) Mn 11T
By = y12a1 — T2 8z + 3 a3 = ay12X — ar12§ + 3c2 (4k) Mn III
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