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ABC4 t196 142 e ab 2¢-001

This structure previously used the label(s) ABC4_tI96_142_e_ab_2g. Calls to these addresses will be redirected here.
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AFLOW prototype command aflow --proto=ABC4_tI96_142_e_ab_2g-001
—~params=a, C/a7 T3,T4,Y4,24,T5,Ys5, 25

Body-centered Tetragonal primitive vectors

a; = —iak+3iay+ica
as = %afc — %aer %ci
ag = %af{—i— %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Sa;+2ay+lay = 10y +3ck (8a) Prl
B, = %al—I—%az-F%a:} = %a}‘(—i—iay—i—%cz (8a) Prl
B, - Tar+lag+day - 309+ s (S Prl
B o= dmtlmila = bok— oy + de7 CONN
B; = 3a;+lay+lag = 10y +gek (8b) Pr il
Bs = sai+3a+ 4ag - 30X+ jay — gez (8b) Pr 1l
Br = fmtleidim = bosct Lo + des oM
Bs = Taj+2ay+1ag - 109 + gez (8b) Pr I
By = t1a;+ (234 1) ax + 323 = arz X+ jci (16e) PI
Bio = 2a—(z3—3)ar—(z3—3) a3 = —ar3X + 30§ + jc2 (16e) P
By: = (ch—i—i) a1+%az+30333 = %ai‘i‘a(%—z)y‘f‘%CZ (16e) Pl
B2 = —(z3— 1) a1+ faz — = jax—a(es— 1) ¥ (16e) Pl
(w5 = 3) as
Bis = Sa;— (z3—32) ap — a3 a3 = —ar3 X+ jcz (16¢) PI
By = fai+(zs+32)as+(zs+3)as = a(xs+3) X+ g2 (16e) Pl
Bis = —(373—%) a1+ia2—x3a3 = _iai_a(m_%)y"'%CZ (16¢) Pl
Bie = (z3+3)ai+3ar+(z3+3)as = j0X+a(rs+5) 9+ 5c2 (16e) Pl
Bir = (ya4z) a4 (za+2)a+ = ary X +ays § +cza2 (32g) S1
(x4 +ya) a3
Bis = (—ya+z+3) ar - = —azsX —a(ys—3) §+czl (32¢) 51
(4 — 24) @z — (334 +Ya— %) az
By = (244 24) a1 + = —a(ya—7) %ta(za—7)y+c(utg)z  (32) S1
(—ys+ 21+ 3) ar+ (24 — ya) a3
Bz = —(ma—z)ai+t@tz)at = a(yatg)X—a(@m—3)y+c(za—3)2 (32g) S1
(—za+ya+3) a
Bai = (ya—z)ai—(va+24—3) ast = —a (24— 3) R+ ays§ — czz (32g) ST

(—va+ya+3) as



By = —(y4+24—%) a; + = az45<fay4yfc(24f%)2 (32g) S1I
(24— 24+ 3) az + (x4 — ya) a3

Bus = (m-z+da+ = ali-Dstalmel)y-eln-Dz  @m  SI
(Ya — z1) ag + (w4 +y4) a3
B2y = —(3744-2’4—1) ar — = —a(y4—%) i—a(m—i) 5’—0(24—52 (32¢) S

2
(2 + 21— 3) s =
(x4+y4—%) az

Bas = —(yatza)ar—(v4+24) 22— = —aT4X —ays§ —czaZ (32g) ST
(x4 +ys) a3

Bas = (ya— 21+ 3) a1 + = arsX+a(ys+3) § - czl (32¢) 51
(w4 — 24) @z + (334 +Ya + %) as

Bar = — (x4 + 24) a1 + = a(p+i)k—a(rs+3)y—clza—13) 2 (32g) S1
(y4 — 24+ %) as — (r4 —ya) a3

Bas = (ma—z)ai—(mtu)at = —a(y—j)Xta(matg)y-c(uti)z (32) S1

1
(564 — Y4+ §) as
Bay = — (y4 — 24) a1 + = a(zs+3) XR—ays§ +czz (32¢) S1

(za+za+1)a+
(74 —ya+3) as

Bso = (ya+za+3) ar + = —azy R +ays§ +c(za+3) 2 (32g) SI
(—964 + 24+ %) as— (74 —y4) a3
Bu = (mtatda- = —alutdsala-dsre(rhs @ sI
(Ya — z1) ag — (4 +y4) a3
B3, = (za+za+3)a+ = a(pu+i)t+a(zs+i)y+c(aat+d)z (32g) ST

(ya+zat3)as+
(24 +ya+3) a

Bss = (ys + z5) a1 + (25 + 25) as + = arsX + ays ¥ + cz5 Z (32g) S1I
(z5 +y5) a3
By, = (=95 +25 + 1) a1 — — —azsX —a(ys —3) ¥+ (32¢) S
(v5 — 25) ag — (335 +Ys — %) az
Bss = (x5 + 25) a1 + = —a(ys— ) Xta(es—3) §+e(z+3)2 (32 S
(—y5 + 25 + %) ax+(r5 — ys) as
Bsg = —(ms—z)ait(ystz)at = a(pt+q)X—a(@ws—3)y+c(zs—3)2 (32) SII
(=25 +ys5 + 3) a3
B3z = (y5 — 2s5) a1—(5€5+25—%) a+ = —a (1?5—%) X+taysy —cz52 (32g) S
(—a5 +ys + 3) as
Bss = —(ys +25—3) ar + = avsX —ays§ —c (2 —3) 2 (32g) S
(x5 — 25+ 3) a2 + (x5 — y5) ag
By = (w5 — 25+ 3) a1 + = a(ps-3) Xta(e+i)y-clx-7)2z (32 S
(ys — 25) az + (25 + y5) a3
By = — (w5 +25— %) a1 — = —a(ys—31)%—a(zs—3)y-c(zs—-1)2 (32g) S1I
(y5+25*%) az —
(Is + Y5 — %) as
Ba = —(ys+z)ar—(v5+25) aa— = —ar5 X —ays §y — ¢z 2 (32g) S
(z5 +y5) a3
By = (y5 — 25+ 3) &+ = arsX+a(ys +3) ¥ —cz2 (32g) S
(x5 — 25) az + (@5 + y5 + 3) a3
B4z = — (w5 + 25) a1 + = a(ys+i)k—a(@s+5)9—c(s—1) 2 (32g) ST

(y5 — 25+ %) ay — (z5 — ys) a3



Bu = (ms—z)a—(ys+2)at+ = —a(ys—3) Xta(zs+3)9—c(+3)2 (32 ST
(965 —Ys + %) az
By = —(ys — 2z5) a1 + = a(zs+3) X—ays§ +ca (32g) S1I
(.%‘5+Z5+%) as +
(905 — Y5 + %) az

By = (ys + 25+ 3) a1 + = —azsX+ays ¥ +c(z5+3) 2 (32g) S1II
(—25+ 25+ 3) as— (25 — ys) a3
By = (—25 +25+3) a1 — = —a(ys+3) %—a(zs—3)y+c(z+1)2 (32g) SII
(ys — 25) az — (w5 + y5) a3
Bss = (Jc5—|—Z5+%)a1+ = a(y5+%)&+a(x5+i)y+c(25+i)i (32g) S1I

(ys + 25 + 5) as +
(335 +ys + %) as
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