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Prototype SiyZrs

AFLOW prototype label A4B5_tP36-92_2b_a2b-001
ICSD 43214

CCDC 1612741

Pearson symbol tP36

Space group number 92

Space group symbol P4,212

AFLOW prototype command aflow —--proto=A4B5_tP36_92_2b_a2b-001
~Tparams=a, C/CL, T1,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Ys5, 25
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Other compounds with this structure
C€5Si47 Hf5Si47 La5Si4, Nb5Si4, ];31‘58147 Ti5Si4, Zr5Ge4, PI‘5Si2G€2

Simple Tetragonal primitive vectors

a%a?»
a; = ax
az = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = r1 a1 + o1 ag = ar1X+ar1y (4a) Zr 1
B, = —zia; —z1ax + 5 a3 = —ar X —ar1 § + ek (4a) Zr 1
Bs = —(z1-3) a11+ (x1+3) a2+ = —a(z;— %) X+a(z1+3) g+ ez (4a) Zr 1
143
B, = (1‘1—|—%)a1—(x1—%) a2+%a3 = a(xl—&-%)f(—a(xl—%)y—kgci (4a) Zr 1
By = Toay + ys as + 29 ag = aro X+ ays ¥ +cz0 (8b) Sil
Bs = —zoa; —y2a2+ (22 + 1) a3 = —azoX —ay2 ¥ +c(z2+3) 2 (8b) Sil
By = —(p—3)a+(m2+3)a+ = —a(ye—3) Xta(za+3)9+c(z2+7) 2 (8b) Sil
(224 1) g
Bs = (y2+3)ar— (z2—3) av + = a(p+i)fk—a(ra—3)y+c(a+2)z (8b) Sil
(22 +3) as
By = —(mo-Ya+(p+ia- = —a@m-3)xta(ya+3)y—c(a—1)2 (8b) Sil
(22— 7) as
By = (z2+3) a1 — (y2—3) a2 — = a(m+i)x—a(p—3)9—c(e2a—2) 2 (8b) Sil
(- ) 2
B = Yy2a1 + T2 a2 — 22 a3 = ay2 X +axre§ —cz22 (8b) Sil
B, = —ysa; — Toag — (zz - %) as = —ays X —arsy —c¢ (22 — %) Z (8b) Sil
Bz = r3a; + yzas + z3as = arsX+aysy +cz3 (8b) SilI
B4y = —r3a; —ysas + (23 + %) as = —ar3X —aysy +c (23 + %) Z (8b) Si II
Bis = —(ys—3a+(zs+i)a+ = —a(yz—1) %+a(zs+3) F+c(es+3)2  (8b) Si I
(23 + 1) a3
By = (ys+3) a1 — (25— %) ax + = a(ys+3)&k—a(zs—3)9+c(es+2)2 (8b) Sill
o+ 3) 2
By, = - (:103 — %) a; + (y3 + %) a— = -—a (xs — %) X+a (yg + %) v—c (23 — i) Z (8b) Si II
(23 — ) as
Bis = (z3+3) a1 — (ys— 3) a2 — = a(ms+3)%x—a(ys—3)9—cl(es—32) 2 (8b) SiII
(23— 3) as
By = yzai + Tr3as — 23 as = aysX +axrsy —cz3 (8b) Si II



B20 = —Ysay —Trzaz — (23 — %) as = 7ay3),\( — aIgy — C (2’3 — %) Z (Sb) Sill

By = r4a) +ysas + z4 a3 = axsX+aysy +cz4z (8b) Zr 11

By = —mpai—yiac+ (u+3)a; = —azsX —ays§ +c(za+3) 2 (8b) Zr 11

B23 = — (y4 — %) a; + (.134 + %) as + = —Q (y4 — %) )2+a (.T4 + %) S’—FC (24 + i) Z (Sb) Zr 11
(1 ) 2

Bu = it Dm-(-Dmt = a@idsoalm-Pyrelra sy oz
o1+ D)

Bes = —(mu—3)ar+(wa+t3)a— = —a(za—3) kta(pa+i)y—c(za—13)2 (8b) Zr 11
(11 as

B = (utDm-(n-Da- = almedx-a@u-Hy-cla-Da @)z
(1~ 3) g

B27 = Yq A1 + Tq4Ao — 24 QA3 = alyq )A( + axra y — CZ4 Z (Sb) Zr 11

Bos = —yga; — Tq4ay — (24 — %) as = —aysX —aryy —c (24 — %) Z (8b) Zr 11

Boy = Tsai + ys as + 25 ag = axsX +aysy +czs52 (8b) Zr 111

B3 = —zsa; —ysaz + (z5 + 5) as = —arsX —ays § + ¢ (25 + 3) 2 (8b) Zr 111

Bs: = —(ps—3)at+(wsty)at = —a(y—3)Xta(zs+3)y+c(sti)z (8D Zr 111
(25 + 1) as

B = (ptdm-(n-dm+ - almed)f-a(m-}yrcledz () zeom
(s5+ ) 2

B = —(s-Bat(nrbm- = —alm-}) xealmed) yocla-Dz ) zem
(25— ) 2

Bas = (mtDa-(n-Hm- - afsrDx-als-di-cl-Da  6b)  Zm
(25— 1) as

Bss = yYsaj + r5as — 25 as = ays X +arsy —cz52 (8b) Zr 111

Bss = —ysa; —z5a2 — (25 — 1) a3 = —ays X —axsy —c (25— 3) 2 (8b) Zr 111
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