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A3B2 0P40.60_3d 2cd-001
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Prototype GezRuy

AFLOW prototype label A3B2_0P40.60_3d_2cd-001
ICSD 637740

CCDC 1757924

Pearson symbol oP40

Space group number 60

Space group symbol Pben

AFLOW prototype command  aflow --proto=A3B2_oP40_60_3d_2cd-001
—~params=a, b/a7 C/a7 Y1,Y2,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26

Other compounds with this structure
RUQSig
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e This an example of a “Nowotny chimney-ladder structure” (Pearson, 1970), T,,X,,,, where “I” is a transition metal, “X”
is a row IIT or IV metal (or semiconductor), and 1.25 < m/n < 2. The transition metal atoms are arranged similarly to
the atoms in |5-Sn (A5)k

Simple Orthorhombic primitive vectors

azaial

a; = ax

az = by

ag = cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Yyraz + ias = by ¥ + iCZ (4c) Rul
B, = sar—(n—3) aa+fag = 30X —b(y1 —3) ¥+ ez (4c) Ru I
B; = —yrax + 2 ag = by § + ez (4c) Rul
B, = fai+(y+i)a+ia; = 30X +b(y1+3) §+ jez (4c) Ru I
Bs = Y283 + § ag = by § + jc2 (4c) Ru II
B = sa—(y2—3) a+Jay = 30X —b(y2—3) ¥+ ez (4c) Ru II
B; = —yoax + 2 ay = —by2§ + G2 (4c) Rull
Bs = sar+ (y2+3) ax+ jas = 3a%+0b(y2+3) §+ ¢ (4c) Ru II
By = xzaj +yszas + 23 a3 = arsX +bys§ + czs 2 (8d) Gel
Bio = —(m-Ya-(p-dat = —aln-)x-bm-yte(arz ) CGel

(23 +3) as
Bii = —23a+ysas— (s3—3)as = —arsX+bys§ —c (23— 3) 2 (8d) Ge I
Biz = (z3+3)a—(y3—3) az—2z3a3 = a(zs+3) X—b(ys—3) §—cas2 (8d) Gel
Bis = —rza; —ysas — z3as = —ax3X —bysy —cz3Z (8d) Gel
Bu = (madat(ntdm- = alt)xebmed)y-cln-dz () Cel

(23— 3) as
Bis = {L‘gal—y?)aQ—’—(Zg—f—%) as = am3§c—by3§/+c(23+%) Z (8d) Gel
B = ~(n-Datlmthat = caln-DEbrhItess 6 Gel

23 a3

Bir = T4a) +ysay + 24 a3 = ary X +bysy + cz4 2 (8d) Ge II
B = —(m-Ym-(i-a+ - —olu-Drbu-Hsre(athz () Gen

(2a+3) as
Bio = —azyai+yay—(:—3)as = —axsX+bysy —c(za—35) 2 (8d) Ge II
Bao = (za+3)ar—(va—3) as—zsa3 = a(za+3)&—blya—2)§—cuz (8d) Ge II
Bsy = —rga; —ysag — 2483 = —ar X —bys ¥ —cza Z (8d) Ge 11
e e S LA L U LR

24— 3) as
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B23 = T4 ag —y4a2+ (Z4+%) as = az4ﬁfby4§f+c(24+%) Z (Sd) Ge II

Boy = —(mu—3)ar+(ya+3)a+ = —a(zg— ) X+b(ya+3) J+cuz (8d) GeII
Z4 asg
Bos = Tsaj + Ysaz + 25 as = axs X +bys ¥ + cz52 (8d) Ge II1
Bog = —(:1:5—%) a; — (y5—%) a+ = -—a (m—%) &—b(y —%) y+c (z;,—!—%) Z (8d) Ge III
(2’5 + %) as
Bor = —x5a; +ysag — (25 — %) as = —axsX+bysy —c (z5 — %) Z (8d) Ge III
Bos = (l‘s-i-%) al—(y —%) as—zsag = a(xg,—&—%)fi—b(y —%)9—&«52 (8d) Ge III
Boy = —Tsa; — yYsas — 25 as = —arsX —bys y — cz5 2 (8d) Ge III
Bsgo = (zs+3)ai+(ys+i)aa— = a(zs+2)%+b(ys+3)9—c(es—3) 2 (8d) Ge 111
(25— 3) as
B;s; = z5a; —ysas + (25 + 3) a = avsX —bys §+c (25 + 1) 2 (8d) Ge ITI
B3, = — ($5 — %) a; + (y5 + %) as + = —a (335 - %) X+0b (y5 + %) V+czs2 (Sd) Ge IIT1
Z5 A3
B3z = Tea + Yg a2 + 2 as = argX +bysy +czg2 (8d) Ru III
Bss = —(zs—3)ar—(ys—3)ax+ = —a(wg—3)%—b(ys—3)9+c(zs+3)2  (8d) Ru III
(204 1) 2
Bss = —Tgal + ygas — (26 — %) as = —argX +bysy —c (26 — %) Z (8d) Ru III
B3 = (m6—|—%) al—(yﬁ - %) as—z2ga3 = a(xg—&—%) )Z—b(yﬁ - %) V—czZ (8d) Ru III
Bs; = —Tgal — Ygas — 26 as = —axgX —byey —czg 2 (8d) Ru III
Bss = (ve+3)ar+(ys+i)az— = a(zs+2)x+b(ye+3)9—c(ee—3) 2 (8d) Ru 111
zZg — 5) as
B3y = Tea] — Ygaz + (26 + %) as = axgX —bys ¥y + ¢ (2’6 + %) Z (8d) Ru 111
By = —(zs—2)ar+(y+i)at+ = —a(ze—3) X+b(ys+3) §+cz2 (8d) Ru 111
Zg A3
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