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Prototype SiyZrs

AFLOW prototype label A4B5_tP36_92_2b_a2b-001
ICSD 43214

Pearson symbol tP36

Space group number 92

Space group symbol P4,2,2

AFLOW prototype command aflow --proto=A4B5_tP36_92_2b_a2b-001
—~params=a, C/av T1,T2,Y2,22,T3,Y3,23,T4,Y4,%24,T5,Y5, 25

Other compounds with this structure
Ce5Si4, Hf5Si4, La5Si4, Nb5Si4, PI‘5Si4, Ti5Si4, ZI‘5G€4, PI‘5Si2G€2

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = cz

Basis vectors


https://aflow.org/p/C3GS
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = r1a; + 21 a = ar1X+ary (4a) 7Zr 1

B, = —r1a; —T1a + ;ag = —ar X —ar1 § + 5c2 (4a) Zr 1

B; = —(z1—-1) ay + (r1+3)as+ = —a(z1—3) x+a(z1+3)§+ica (4a) Zr 1

133

B, = (acl—i—%)al—(xl—%) 3.2—‘1-%33 = a(ml—&-%)f{—a(xl—%)y—i—%ci (4a) 7r 1

B; = Toa + ysas + 2o as = aro X+ aysy + czoZ (8b) Sil

Bs = —zoa; —ysas+ (22 + 1) a3 = —azoX —ay2 ¥ +c (22 +3) 2 (8b) Sil

By = —(p-3a+(m+i)a+ = —a(y—3) Xt+a(za+3) 9+c(2+1)2 (8b) Sil
(22 + ) a3

Bs = (y2+3) a1 — (22— 3) ax + = a(pe+3)&k—a(r2—3)9+c(e2+2)2 (8b) Sil
(s2+ 3) 29

By = —(Z‘Q—%) a; + (yg—i—%) a— = —a (.132— %) X+a (y2—|—%) y—c (22— i) Z (8b) Sil
(22— 1) as

B = (x2+%)a17(ygf%)a27 = a(:vng%))”cfa(ygf%)yfc(@f%)i (8b) Sil
(2 - 9) 2

Bi1 = Yo Ay + Tpas — 29 a3 = ays X +arey —cz9Z (8b) Sil

B = —yga; — Toag — (22 — %) as = —ays X —arsy —c (22 — %) Z (8b) Sil

Bz = T3a) + ysas + 23 as = arsX+aysy +cz3 (8b) SilI

Bis = —zza; —ysas + (23 + 1) a3 = —azsX —aysy+c(z+3) 2 (8b) Sill

Bis = —(ys—3)ar+(zs+3)as+ = —a(ys—3) Xta(zs+3)y+c(zs+13)2 (8b) Si 11
(s 1) o

Bis = (ys+3) a1 — (x5 — 3) ax + = a(ys+3)&X—a(zs—3)9+c(sz+32)2 (8b) Sill
(23 +3) as

Bz = —(z3— %) a; + (ngr%) ap— = —a(zs3— %) X+a (ngr%) §—c (23— i) Z (8b) Si 1T
(23— 7) as

Bis = (mg—k%)al—(yg—%)ag— = a(xg—i—%))‘(—a(yg—%)y—c(zg—%)i (8b) Si Il
(23— 3) as

By = ysaj + x3as — 23 as = ays X + axs § — cz3 Z (8b) Si Il

By = —yza; — r3ag — (z3 — %) as = —aysX —ar3y —c (23 - %) Z (8b) Si II

By = r4a) + ysas + 24 a3 = axsX+aysy +cz4z (8b) Zr 11

Boy = —zqa; —ysas+ (24 + 1) ag = —azsX—ays§+c(za+3) 2 (8b) Zr 11

Bos = — (y4 — %) a; + (x4 + %) ap + = —a (y4 — %) X+a (x4 + %) v+c (24 + i) Z (8b) 7Zr 11
(24 + 1) a3

By = (y4+%)a1—(:ﬂ4—%)a2+ = a(y4+%)§(—a(x —%)}”f—kc(a—k%)i (8b) Zr 11
(24 +3) 2

Bes = —(mu—3)ai+(wa+t3)a— = —a(a—3) fkta(pu+id)y—c(zua—13)2 (8b) Zr 11
(22— 3) as

B2 = (m—&-%)al—(y—%)ag— = a(m—f—%)f{—a(y—%)&—c(z;;—%)i (8b) Zr 11
(22— 3) as

By, = Yaay + 489 — 24 a3 = aysX +aryy — cz4 2 (8b) Zr 11

Bos = —yga; — Tg4ay — (z4 — %) as = —aysX —aryy —c (24 — %) Z (8b) Zr 11

By = Tsay + ysas + 25 as = axsX+aysy + cz52 (8b) Zr 111



B3 = —z5a; —ysas + (25 + 3) as = —azsX—ays§ +c (25 +3) 2 (8b) Zr 111

Bsi = —(ys—35)ar+(zs+3)as+ = —a(ys—3) Xta(zs+3)9+c(es+1)2 (8b) Zr 111
(2’5 + i) as

B3z = (ys+3)ar—(zs—3)as+ = a(ys+3)R—a(zs—3)9+c(z+3)2 (8b) Zr 11
(25 + %) as

Bszs = —(ws—3)ai+(ys+3)a— = —a(zs—3)%ta(ys+3)9—c(es—1)2 (8b) Zr 11
(5 —3) a

Bsgy = (ss+3)ai—(ys—3)a—- = a(m+z)%—a(ys—3)9—c(s—3)2 (8b) Zr 111
(55— 1) as

Bss = Ysai + 5 ax — 25 ag = ays X + ars § — cz5 % (8b) Zr 111

Bss = —Ysai — Tsaz — (25 - %) as = —ays X —arsy —c¢ (2'5 — %) Z (8b) Zr 111
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