Cd3Ass Structure:
A2B3_t1160_142_deg_3¢-001

This structure originally had the label A2B3_tI160.142_deg_3g. Calls to that address will be redirected here.
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Prototype AsyCd3
AFLOW prototype label A2B3_t1160_142_deg_3g-001
ICSD 238075
Pearson symbol t1160
Space group number 142
Space group symbol 14y /acd

AFLOW prototype command  aflow --proto=A2B3_tI160_142_deg_3g-001
—~params=a, C/a7 21,X2,X3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26
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Other compounds with this structure

anASQ

Body-centered Tetragonal primitive vectors

a; = —1aX+3ay+ici

az = 3aX—iay+3cz

ag = %af(qL%ayf%cZ

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (2:1 + i) a; + 21 ag—i—%ag, = %ay—i—czli (16d) As 1
B, = zlal—&-(zl—ki) a2—|—%a3 = %ai—&—iay—&—c(zl—z)z (16d) As1
B; = - (zl - %) 313* (zl — %) as + = %af{Jr iay —cz21 2 (16d) As1
133
B, = —(zl—%) al—(zl—i) as + = %ay—c(zl—z) 2 (16d) As 1
13
B = - (zl - %) a; — z1as + %33 = %ay —cz1 2 (16d) As1
Bg = —zlal—(zl—%) ag—i—iag = %ai—iay—c(zl—%) Z (16d) As1
By = (n+2)ai+(zm1+3) axt+ia; = 1ay+c(z+3) 2 (16d) AsT
Bs = (an+3)ai+(zn+3)a+3a; = sax+tay+c(z+3)2 (16d) As1
By = %al + (:cg + i) as + xo a3 = ars X + %ci (16e) As 11
Bio = %al — (1'2 — i) as — (acg — %) a3 = —are X + %ay + ici (16e) As 11
Bi1 = (l’g—f—i) al—l—%ag—i—xgag = %afc—l—a(xg—i) y—i-%ci (16e) As 11
Bix = —(3:2—%) al—&-iag— = iai—a(mg—%) v (16e) As 11
Ty —5) as
Bz = %al - (:cz — %) as; — o as = —are X + %cﬁ (16e) As 11
Bis = %al + (:rz + %) as + (xg + %) a3 = a (xg + %) X+ ici (16e) As 11
Bis = —(.’L‘g—%) a1+ia2—w2a3 = —iafc—a(xg—%) A—l—%ci (16e) As 11
Bie = (z2+3)ai+3ay+(z2+3)ay = tak+a(za+ 1) 9+ 3c2 (16e) As 1T
By = (ys + 23) a1 + (3 + 23) as + = arsX +aysy +cz3 2 (32¢) As 111
(z3 +y3) a3

Bis = (—y3 + 23 + %) a; — = —ar3X—a (y — %) V+cz3z (32¢) As 111

(z3 — 23) a2 — (303 + Y3 — %) as
Bis = (z3+ 23) a1 + = —a(ys—1) %+a(zs— 1) g+c(s+3) 2 (32g) As III

(—y3+ 23+ %) as+ (23 — y3) as
Boo = —(z3—2z3) a1+ (ys+23)ac+ = a(ys+3)&x—a(zs—31)9+c(es—1)2 (32g) As IIT

(—z3+ys+3) ag
Ba: = (ys—z23) ai— (xg + 23 — %) as+ = —a (xg - %) X+aysy —cz3Z (32g) As III
(—1‘3 +ys + %) as

Boy = - (y3 + 23 — %) a; + = ax3X —aysy —c (23 — %) Z (32g) As II1

(x5 — 23+ 3) az + (x5 — y3) a3
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(963 — Y3+ %) az
(y3+23+3) a1 +
(=23 + 25+ 3) a2—(z3 —vs) a3
(ca+20+ 1) an -
(ys — 23) a2 — (v3 + y3) a3
(9€3+Z3+%) a; +
(y3 + 23+ 5) as +
(zs+ys+3) as
(ya + z4) a1 + (4 + 24) a2 +
(74 +y4) a3
(—y4 + 24 + %) a; —
(24— 24) 3y — (24 +ys — 3) a3
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—(ya — 24) a1 +
(e zit )t
(964 —Yat %) as
(y4+Z4+%) a; +
(—!E4 + 24+ %) ar— (74 —y4) a3
(—334 + 24 + %) a; —

(ya — 24) a2 — (x4 + ya) a3
(44 20+ ) o+
(ya+21+3) az +
(zat+ya+3) as
(ys + 25) a1 + (x5 + 25) az +
(z5 +y5) a3
(cun 25+ ) -

(25 — 25) @y — (25 +y5 — 3) a3
({E5 + 25) a; +
(—ys + z5 + %) as+(z5 —ys) as
— (x5 — 25) a1 + (y5 + 25) a2 +
(—x5 +ys + %) ag
(Y5 — 25) a1*($5 + 25 — %) az+
(—x5 +ys + %) as
—(ys + 25— 5) a1 +
(25 — 25+ 3) az + (x5 — y5) as
(15— 25+ 3) a1 +
(Y5 — 25) a2 + (x5 + ys5) a3

—(ys +25) a1 — (x5 + 25) ag —
(75 +ys5) az
(ys — 25+ %) a1 +
(25 — 25) @z + (25 + y5 + 3) a3
— (25 + 25) a1 +
(ys — 25+ %) az — (z5 —ys) a3
(x5 — 25) a1 — (y5 + 25) a2 +
T5 — Y5 + %) as
—(ys — 25) a1 +
(5 + 25+ 3) 20 +
(965 —Ys + %) az
(y5 + 25 + 5) a1 +
(—965 + 25 + %) az— (5 — ys) a3
(w54 25+ 4) o
(ys — 25) ag — (v5 + y5) a3
(54 25+ 3) a1 +
(y5—|—z5+%) ag +
(565 +Ys + %) az
(Y6 + 26) a1 + (w6 + 26) az +
(76 +y6) a3

a(m4+%) X—aysy +cza 2

—ax4>2+ay4y+c(24+%) Z
oyt }) fma (o= 3) gre(a+ ) 2

alyat i) X+a(za+i)y+c(ut+d)z

axsX +aysy + czs52
faa:5>”<fa(y —%) V+czs2
1

—a(ys — 1) R+a(zs— 1) 9+c(s+ 1) 2

@+ 1) % —ales— 1) g el 1) 2

—axsX —aysy —cz5 2

~

a:z:55<+a(y5+%) Y —cz5Z
alys+3) X—a(ws+3)y—c(z—3)2

oy~ ) (e + 1) gl 4 ) 2

a(:vg,—i—%) X—aysy +cz52
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Bss = (—ys + 26+ %) ar — = —azeX —a(ys — 3) § + cz6 2 (32g) Cd II1
(26 — 26) a2 — (w6 +y6 — 3) a3

Ber = (z6 + 26) a1 + = —a(yo— 1) X+a(ze— ) §+e(z+ 1) 2 (32g) Cd 1T
(—yﬁ + z¢ + %) as+(z¢ — ys) as
Bes = —(z6—26) a1+ (ys+26) a2+ = a(ye+y)X—al(zsg—1)9+c(z—1)2 (32g) Cd III
(—z6+y6 + 5) a3
Beo = (y6— ) ai—(v6+2 —3) as+ = —a(zg— %) X+ ays§ — cz6 2 (32g) Cd 111
(—556 + Yo + %) as
Bro = —(yo+26—3) a1 + = areX —ayey —c (26 — 3) 2 (32g) Cd I
(26 — 26 + 3) a2 + (z6 — ys) a3
B = (x6—z6+%)a1+ = a(y6—%)§<—|—a(x6—|—i)Sf—c(zg—i)z (32g) Cd III
(Y6 — 26) az + (z6 + ys) as
B,y = — (26 +26—3) a1 — = —a(yg—1) %—a(ws—3)y—c(x—1)2 (32g) Cd 111
(y6+26—%) az —
(536 +Ye — %) as
Brs = —(y¢+26) a1 — (v6+26) as— = —argX —ayey — ¢z Z (32¢) Cd II1
(z6 +y6) a3
Bry = (y6 — 26 + 1) ar + = areX+a(ys+3) 9 —cz? (32g) Cd III
(r6 — 26) az + (Ie + Yo + %) as
B = — (w6 + 26) a1 + = a(ye+i)k—a(zs+1)y—cle—1)2 (32g) Cd III
(yﬁ — 2z + %) as — (6 — ys) a3
Bre = (v6—2)a1—(ye+2)as+ = —a(ye—7)Xta(zs+3)I—c(ee+3)2 (329 Cd III
1
ZTe — Yo + 5) az
By = —(ys — 26) a1 + = a(ze+3) X—ayey + cz 2 (32g) Cd II1
(1'6"'264‘%) as +
(566 — Y6 + %) as
Brs = (y6 + 26 + ) a1 + = —azg X +aysy + ¢ (26 + 3) 2 (32¢) Cd 111
(=6 + 26 + 5) az— (6 — ys) a3
Bry = (—26 +26+3) a1 — = —a(ye+3)%—a(ws—3%)y+c(zx+13)2 (32g) Cd 111
(Y6 — 26) a2 — (6 + ys) a3
ng = (1’6+26+%) a; + = a(ye-&-i)i+a(w6+i)§+0(za+i)i (32g) Cd III

(y6+26+%) az +
(z6 +ys + 3) as
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