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Prototype Mn;3Si5Uq

AFLOW prototype label A3B5C2_tP40_128_dh_egh_h-001
ICSD 20929

Pearson symbol tP40

Space group number 128

Space group symbol P4/mnc

AFLOW prototype command aflow --proto=A3B5C2_tP40_128_dh_egh_h-001
~Tparams=a, c/a, 22,3, %4,Y4,T5,Y5, L6, Y6

Other compounds with this structure

C62003Si5, CegNigsi5, CGQRU3G3.5, DygNigSi5, DngU3Ge5, DngUgSi5, EI‘QMDSSig,, Gd2R638i5, LaQRU3Ga5, Lu2Fegsi5,
LUQRH3Si5, NdQOS3Ga5, ngRHgGa5, Np2R63Ga57 PTQRU3Ga5, PI‘QRH3G857 PUQFegGag,, PugRegGa5, Pu2T63Ga5, R,bQOSgSi57
SCQFG3Si5, SngugGa5, SngugGe5, TbQMD3Si5, UQTCgGa5, Y2Ni3Si5

e Some authors refer to this as the ScoFesSis type.


https://aflow.org/p/P4UA
https://aflow.org/p/A3B5C2_tP40_128_dh_egh_h-001

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = la)+1a; = lay+ ez (4d) Mn I
B, = %al +ia3 = %ai—i— ici (4d) Mn I
Bs = $as+ 2ag = 309+ 3cz (4d) Mn I
B, = ta;+2ag = jak+3c2 (4d) Mn I
By = 20 a3 = 20 7 (4e) Sil
Bg = %al—l—%ag—(zg—%) as = %ai—&—%ay—c(zz—%)i (4e) Sil
B, = —2zo ag = —C29 % (4e) Sil
Bg = %a1+%a2+(22+%) as = %af{+%a}7+c(zz+%)2 (4e) Sil
By, = z3a; + (z3+ 1) ax + L ay = arsX+a(zs+ 1) y+ tez (8g) Sill
By = —r3a; — (.Tg — %) as + iag = —ax3X —a (!L‘g — %) v+ ici (8¢) Si II
B = - (xg - %) a; +x3as + %33 = —a (xg - %) X +arsy + ici (8g) Sill
B = (x3+%) a17x3a2+%a3 = a(:vng%) )EfaxgericZ (8g) Si II
Bz = —r3a; — (acg — %) ar + %ag = —axr3X —a (acg — %) v+ %ci (8g) Si IT
B4y = T3a + (xg + %) as + %ag = axsX +a (acg + %) v+ %ci (8g) Si II
By = ($3—|—%) al—xgag—&—%ag = a(a:3—|—%) fc—axgy—k%ci (8g) Si II
B = — (arg — %) a; +z3as + %33 = —a (ZL‘3 — %) X+ax3y + %ci (8g) Si II
By = Tgay + ygas = axsX+aysy (8h) Mn II
Bis = —x48; — Y4 Qs = —arsX —aysy (8h) Mn II
By = —ysa; + x4 as = —ays X +axryy (8h) Mn II
Bz = Yysar — T4az = ays X — axy (8h) Mn II
Bo: =  —(za—3) a11+ (ya+3)as+ = —a(zas— %) X+a(ys+3) §+3c2 (8h) Mn II
243
By, = (x4—|—%) al—(y4—%) 32—‘1-%33 = a(x4+%)i—a(y4—%)y+%ci (8h) Mn II
Bas = (pu+d)ai+(za+3)atiaz = a(ys+3)x+a(za+3)y+icz (8h) Mn II
Bas = —(1a—3) ai — (za—3) ar+ = —a(ys—3)%x—a(za—3) 9§+ 3c2 (8h) Mn IT
243
Bas = Tsay + ys as = arsX + ays y (8h) Si 111
Bog = —x5a; — Y5 as = —azrsX —aysy (8h) Si I1I
By = —ysa; + 5 as = —ays X+ axrsy (8h) Si III



Bos = Ys a1 — T5 ag = ays X — arsy (8h) Si 111

Bag = — (25— 13) a + (ys+3) as+ = —a(zs—3) X+a(ys +3) 9+ 3c2 (8h) Si 111
283

B3 = (Z‘5+%) al—(yg,—%) ag—i-%ag = a(ag—i—%)i—a(yg)—%)y—k%ci (8h) Si IIT

Bs1s = (ys+35)ai+(25+3)as+sa3 = alys+3) X+a(zvs+3) 9+ 3icz (8h) Si T11

Bs: = —(y5—3) ai - (x5 —3) ax+ = —a(ys— ) x—a(xs—3) 9+ 3c2 (8h) Si 111
243

B3z = Teal + Yg a2 = arg X+ aye y (8h) Ul

Bss = —Zg a1 — Yo A2 = —azeX —aye ¥y (8h) Ul

Bss = —Ye a1 + Te Az = —aye X + ax¢ ¥ (8h) Ul

Bsg = Y6 a1 — Tg A = aye X — argy (8h) Ul

Bsy = —(z6—3) 3114‘ (o +3) a2+ = —a(ze —3) X+a(ys+3) ¥+ 3¢2 (8h) Ul
283

Bss = (x6+%)a17(y67%)a2+%a3 = a(m6+%)§<fa(y67%)y+%ci (8h) Ul

Bao — (it D) ait(eotd)astian =  almtd)xealmtd)yeles @) UL

By = —(y(;—%) 311— (.I —%) as + = —a(yg—%)i—a(mg—%)y—kéci (8h) Ul
283
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