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Prototype GeszRus
AFLOW prototype label A3B2_0P40.60-3d_2¢d-001
ICSD 637740
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/a, c/a,y1, Y2, T3, Y3, 23, T4, Y4, Z4, T5, Y5, 25, T6, Y6, 26

Other compounds with this structure
RUQSig

e This an example of a “Nowotny chimney-ladder structure” (Pearson, 1970), T,,X,,, where “T” 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).
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Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1as + i as = by + ici (4¢) Rul
B, = a1 —(y1—3) ax+ S ag = sax—b(y—3) ¥+ jez (4c) Rul
Bs = —yr1as + § a = —by1 § + 3c2 (4c) Rul
B4 = %a1+(y1+%) a2+%a3 = %af{+b(y1+%)y+%ci (4C) RuI
By = Yo ag + i as = by y + ici (4¢) Ru II
Be = fa;— (y2—3) as + 3 ag = tax—b(y2—3) ¥+ 3c2 (4c) Ru II
B7 = —Y2 az + i as = —by2 5’ + %CZ (4(3) Ru II
BS = %a1+(y2+%) a2+%a3 = %af{+b(y2+%)y+%ci (4C) RHII
By = Tr3a; +ysas + z3as = arsX +bysy +cz32 (8(21) Ge I
Bio = —(zs—3)ar—(y3—3)as+ = —a(zs—3)%=b(ys—3)I+c(zs+3)2 (8d) Gel
1
(23 + 5) as
_ 1 — % o 1y 5
By = —r3a; +y3a2—(z3—2) as = —ax3x+by3y—c(z'3—2) Z (8d) Gel
B = (:zngr%) alf(ygf%) as—zzag = a(x3+%)§<fb(ygf%)yfc,232 (8d) Ge Il
Bz = —x3a; — Yysas — 23 as = —ax3X —bysy —cz32 (8d) Gel
By = (xg—i-%)al—&—(yg—i—%)ag— = a(xg—l—%)5<+b(y3+%)$f—c(z?,—%)i (8d) Gel
(23— 3) a3
B15 = rzagp —Ysaz + (23 + %) as = ars X — bygy +c (2’3 + %) Z (8d) Gel
Bie = —(zs—3)ai+(ys+3)a+ = —a(z3— ) X+0b(ys+3) §+cz2 (8d) Gel
Z3 as
By = Tqa] +Ygao + 24as3 = axsX+bysy +cz42 (8d) Ge II
Bis = —(a: —%) al—(y —%) a+ = —a(x —%) &—b(y —%) y+C(Z4—|—%) Z (8d) Ge II
1
(21 +3) a3
By = —zqa; +ysas — (24 — 1) ag = —azsX+bysy —c(za—3) 2 (8d) Ge II
By = (m—l—%) al—(y4—%) as—z4a3 = a(m—&—%) f(—b(y;;—%) Y —c2iZ (8d) Ge II
B21 = —T4a] —YgaA2 — 24A3 = —Qax4 X — by4 S’ — CZ4 Z (8d) Ge II
B = (m+dHa+(m+ti)a- = a@m+d)x+b(mu+i)y—c(a—13) 2 (8d) Ge 11
(21— 3) as
By = zga; —ysas+ (2 + 3) a3 = araX —bys§+c(za+ 1) 2 (8d) Ge II
Bos = —(mu—3)ar+(ya+t3)a+ = —a(wg—3)X+b(ya+3) 9 +cuz (8d) Ge IT
Z4 A3
By = Trsa) +Ysaz + z5as = axrs X+ bys ¥ + cz5 (Sd) Ge III



Bog = 7(1:57%) a; — (ysf%) a+ = -—a (x5f%) }‘(fb(y5f%) v+c (Z5+%) Z (8d) Ge III

(2 +3) as
Bor = —x5a; + ysas — (25 — %) as = —axsX+bysy — ¢ (z — %) Z (8d) Ge III
Bos = (3754-%) al—(y —%) as—zsag = a(%—&—%)fi—b(y —%)9—0252 (8d) Ge III
B2y = —Tsa; —Ysaz — 25 a3 = —axs X —bys ¥ — cz5 2 (8d) Ge III
Bsgo = (zs+3)ai+(ys+i)aa— = a(zs+2)x+b(ys+3)9—c(es—3) 2 (8d) Ge 111
25— 5) as
B3, = Tsa; — ysas + (z5 + %) ag = arsX —bys ¥ + ¢ (25 + %) Z (8d) Ge 111
Bsgz = —(zs—3)ai+(ys+3)a+ = —a(ws— %) X+0b(ys+3) §+cz52 (8d) Ge ITI
25 as
B3 = Teay + Yg az + 26 as = axe X + by y + cz¢ Z (8d) Ru III
Bss = —(ve—3)ai—(ys—3)as+ = —afwe—3)%=b(ys—32)9+c(ee+3)2  (8d) Ru 111
(ZG + %) as
Bss = —Tgal + ygas — (26 — %) as = —azrgX +bysy —c (26 — %) Z (8d) Ru III
B = (ot da-(o-Hm-wa = alet DT -bn-HFocar ) Rl
B3y = —ZTga) — Ysaz — 76 a3 = —axeX —bys ¥ — cz6 Z (8d) Ru III
Bss = (z6+3) a1+ (ys+3) a2 — = a(ze+3)%+b(ys+3)y—clz—13)2 (8d) Ru III
(26 — 3) as
B3y = zga; —ysaz + (26 + 3) ag = avgX —bysy +c (26 + 3) 2 (8d) Ru III
By = —(ze—3)ar+(ye+3)a+ = —a(ze—3) X+b(ys+3) ¥ +cz2 (8d) Ru 111
26 a3
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