BasSis Structure:
A5B3_tP32_.130_cg_ct-001

This structure previously used the label(s) A5B3_tP32.130_cg_cf. Calls to these addresses will be redirected here.
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Prototype BasSis

AFLOW prototype label A5B3_tP32_130_cg_cf-001
ICSD 409377

CCDC 1725772

Pearson symbol tP32

Space group number 130

Space group symbol P4/ncc
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AFLOW prototype command

aflow --proto=A5B3_tP32_130_cg_cf-001

—~params=a, C/a7 Z1,22,T3,T4,Y4, 24

e The ICSD entry seems to have displace the z-coordinate of the Si II atom by 1/2.

Simple Tetragonal primitive vectors

e

a; = ax

as = ay

ag = cCz

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %a1+%a2+zla3 = %af{Jriaerczli (4¢) Bal
B, = %a1+%a2—(21—%) as = %ai—&—%ay—c(zl—Q)z (4c) Bal
B; Sa;+3a;— 2 a3 = Sax+3ay—cn2 (4c) Bal
B, = ial—kiaz—k(zl%—%) as = iai—&—iay—t—c(zl—ké)i (4¢) Bal
By = ia1+%a2+22a3 = %aﬁJriaerczQZ (4¢) Sil
Bg = %al—l—%az—(zg—%) as = %aﬁ—&—%ay—c(zg—%)i (4c) Sil
B, = Sa;+3a;—2ag = Sax+3ay —cni (4c) Sil
Bs = tai+1ar+ (22+1) a3 = lax+iag+c(zmn+i)2 (4c) Sil
By = T3a; — T3as + %ag = axr3X —axrs3y + ici (8f) Si 1T
Bio = —(23—3) a11+ (z3+3) ac+ = —a(zz3—3) X+a(zs+3) g+ ez (8f) Si Il
193
By, = (z3+3) a1 +asas + L a3 = a(zs+3) X+axsy+ Lez (8f) SilI
B2 = —zza; — (23— 3) a2 + 1 a3 = —azsX —a(zs—3) §+ 1c2 (8f) Sill
Bis = —x3a] +x3as + %ag = —ar3X +ar3y + %ci (8f) Si II
Bis = (x3—|—%) al—(xg—%) ag—&—%ag = a(m—&-%)i—a(xg—%)y—i—%ci (8f) SiII
Bis = - (1'3 - %) a; — r3as + %ag = —a (173 — %) X—ax3y + %ci (8f) Si II
Big = z3a; + (z3+ 1) ax + 2 ay = arsX+a(z3+ 1) y+3cz (8f) Sill
By = Tgay + ygas + 2483 = arys X+ aysy +cz4 Z (16g) Ba IT
Bis = —(m—%) a; — (y4— %) a; + = —a (m—%) fc—a(y4—%) V+ezz (16g) Ba Il
Z4a3

Big = - (y4— %) a; +xgas + z4a3 = —a (y4— %) X+ aryy+cz42 (16g) Ba II
By = yga; — (:104 — %) ap + z4 a3 = ays X —a (x4 — %) V+ceziz (16g) Ba IT
By = —z4a; + (y4+%) ap — = —ax4i+a(y4+%) 9—0(24— %) Z (16g) Ba I

(- )



B = (ntDamar (Do = alntDS-amgocla-}2z (6 Ban

Bas = (mtz)at(matz)a— = alyutgz)Xta(matsz)y—clu—3)2z (16g) Ba Il
(21— 3) a3

By = —ysa; —rgay — (24— 5) a3 = —ayaX —argy —c (21— 3) 2 (16g) Ba Il

B2s = —Tga; —Ysaz — 24 a3 = —axT X — aysy — cz4 2 (16g) Ba II

Ba = (m+Dmt(nePm-nnm - a(otd) xeefurd)yocas (6 Bal

Byr = (ya+3) a1 —zga2 — 2z a3 = a(ys+3) X—azay —cuz (16g) Ball

Bas = —ysay + (14 +3) az — z a3 = —aysX+a(rs+3) §—cuz (16g) Ba 1l

By = 4a1—(ya—3) as+(aaty3)as = avgX —a(ys—5) §+c(a+3) 2 (16g) Ba Il

B3 = — (24— 3) a1 +yaaz + = —a(ra—3) X+ay¥ +c(zuty)z (16g) Ball
(2’4 + %) ag

Bu - —(n-Ha-(m-Dut - -alu-dx-ala-dyretarhz 6 Bal
(co+ 1) 2

Bs; = yaar +zgaz + (24 + 3) ag = aysX+azs§+c(za+3) 2 (16g) Ba 11
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