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Prototype Aus;Mng

AFLOW prototype label A31B9_tP40_83_ae3j4k _cjk-001
ICSD 58552

Pearson symbol tP40

Space group number 83

Space group symbol P4/m

AFLOW prototype command aflow --proto=A31B9_tP40_83_ae3j4k_cjk-001
--para.ms=a,C/a,:E4,y4,m5,y5,xe,,yG,x7,y7,xg,yg,wg,yg,xlg,ylo,xu,yu,mlg,ylg

Simple Tetragonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = 0 0 (1a) Aul
B, = %al —l—%ag %ai—&—%ay (1c) Mn I
B; = % a %ay (2e) Aull
By = Ta sax (2e) Au Il
Bs = T4a1 + yga ary X+ ay,y (4) Au IIT
B = —r4a; —Yysa —ary X —aysy (43) Au IIT
By = —ys a1 + T4 a2 —ays X +axs § (43) Au III
Bs = Yga1 — T4z aysX —aryy (4) Au III
By = ZTsa + ys ag ars X + ays § (4) Au IV
Bio —T5a; — Y5 az —arsX —ays ¥ (4j) AulV
By = —ysaj + Tsas —ays X + axs y (43) Au IV
B2 = Ysar — T az ays X —ars y (43) AulV
Biz = Tgay + Ye az areX + ayey (43) AuV
Bia —Tga; — Yg as —azgX — aye ¥ (43) AuV
Bis = —ygaj + Tg as —ayg X + axg § (4) AuV
Bie Y6 a1 — Tg A2 aye X — axey (4) AuV
By = Tra + yrag ar7 X+ ayr;y (4) Mn II
Bis —x7a; —yras —ar7X —ayry (43) Mn II
By = —yra; + x7as —ay; X+ axry (4) Mn II
Bz = yray — T7ag ayr X —ax7y (43) Mn II
By = rga; + ysas + % as axgX +aysy + %ci (4k) Au VI
Bao —zga; —ysas + 3 as —azsX —ays§ + sci (4k) Au VI
Baz = —yga; +rgas + % as —ayg X +arsy + %ci (4k) Au VI
Boy = Ysa; — Trgas + % as aysX —arsy + %ci (4k) Au VI
By = Tgay + ygag + % as argX + ayyy + %ci (4k) Au VII
Bas = —Tga; —yga + 3 as —azeX —ayg ¥ + 1ci (4k) Au VII
Byr = —Yygaj + xgag + % as —aygX + argy + %ci (4k) Au VII
Bos = Yoay — Tgas + % as ayoX —arygy + %ci (4k) Au VII
By = T1pa1 + Yo as + % as aripX +ayoy + %ci (4k) Au VIII
Bso = —xipa; — Yyipaz + 3 as —az10X —ay0 § + 3¢ (4k) Au VIII



Bs:, = —y10a1 + Tipag + % as = —ay10X +ar0y + %ci (4k) Au VIII
Bs, = Y10a] — T1p Az + %ag = ayroX —axry + %ci (4k) Au VIII
B3z = T11a1 + Y11 az + 3 as = ary R +ay; § + 5¢2 (4k) Au IX
B3y = —x11a; — Y1 az + 3 as = —az1 X —ayn § + 3¢z (4k) Au IX
Bss = —yi1a; + 1 ax + 5 ag = —ayn X+ ar1 ¥+ ez (4k) Au IX
B3g = y11a; — 11 Qg + %ag = ay;1 X —ar;1 y + %ci (4k) Au IX
Bsr = T12a1 + Y128z + 3 a3 = ar12X + ay12§ + 3¢2 (4k) Mn III
Bss = —z12a; — yi2a + 1 ag = —az12 X —ay12 § + 3¢ (4k) Mn III
B3y = —yi2a1 +Tpas + 5 ag = —ayin X+ ar2y + ez (4k) Mn III
By = Y12a] — Tip Ag + % as = ay12X —azr12y + %ci (4k) Mn III
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