PPrS, Structure:
ABC4.t196_142_e_ab_2¢-001
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Prototype PPrSy

AFLOW prototype label ABC4_t196_-142_e_ab_2g-001
ICSD 201897

Pearson symbol t196

Space group number 142

Space group symbol 14y /acd

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; = —%ai—l—%cf—k%ci
as = iax—1lay+icz
ag = %ai—l—%ay—%ci
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Sa;+2ay+ Lag = 10y +gck (8a) Prl
Br = lmtimile = Lok + oy + bes CON
B; = Taj+lap+3ay = Say+ ez (8a) Prl
I T Yo%~ oy + Je CONN 3
Bs = 3aj+tay+Llag = 10y + gcz (8b) Prll
Be = latlacia, = box+ hag - Loz CONE
Br = atlmida - L%+ kay + Sz CONN
Bs = Taj+2a+1a; = 109+ 5cz (8b) Pr 1l
By = laj+ (z3+31) ax +azas = a3 X + jc2 (16e) PI
Bio = %al_(x?)_%) 32—(963—%) ag = —ax3i+%ay+%ci (16e) Pl
By = (z3+1) a1+ 3ar+asay = ja%k+a(z3— ) 9+ 5c2 (16e) PI
B = —(z3— 1) ar+fas— = jak—a(zs—73) 9 (16e) P
1
(w5 — 3) as
B — 3 _ _3 _ = — X4 3¢z
13 — 1 aj (.133 4) am T3 as = ars X+ 4CZ (168) PI
B14 = %814*(1’34‘%) 32+(I3+%) as = a(I3+%))’i+iCQ (166) Pl
Bis = — (23— 2) a1 + fas — z3a3 = —tak—a(z3— 1) y+icz (16e) P1I
Big = (z3+3)a+3as+(z3+3)az = joX+a(rz+g) ¥+ 5c2 (16e) Pl
Bir = (Ya + z1) a1 + (4 + 24) @z + = araX +ays § + cza 2 (32g) S1
(T4 +ya) a3
Bis = (mtmiba- = anx-a(u-b)§ieas (G2) S
(24— 21) @y — (24 +ys — 3) a3
Bip = (24 + 22) @1 + = —a(y—3) X+a(wa—g) +e(u+i) 2 (3%) S1
(—y4 + z4 + %) as+ (x4 —y4) ag
Bzo = f(x4724)a1+(y4+24)32+ = a(y4+%)i*a(x4*%)5’+0(z4*i)2 (32g) S1
(2 +ya+3) as
Bor = (pu—z)a—(zat+24—3) as+ = —a(zs—3) X+ ayy —cz (32g) ST
(—2a+ya+ 3) as
By = ~(yatza— %) a+ = arsX —ays§ —c (21— 3) 2 (328) S1
(1‘4 — 24+ %) az + (24 — y4) a3
Bas =  (m-m+dmt = alu-DEra(m+l)y-clu-Hz () S
(Y4 — z1) @2 + (24 + ya) a3
Bao = —(ntm-Da- = —a(m-}x-afu-Dy-cl-hz @z SI
(ya+2a—3%) ag—
(CC4 + Y4 — %) as
Bos = —(ya+tz4)ar—(rgs+24)a0— = —axysX —aysy — c24 2 (32¢) S1
(T4 +y4) a3
B2 = (y4—z4+%) a; + — ax45<—|—a(y4+%) Vy—cuz (32g) ST
(24— z1) ag + (24 +ya + 3) a3
By = — (x4 +20) a1 + = alm+i) k—a(m+i)y-clu-3)2 (%) S1
(y4 — 24+ %) az — (r4 — ya) a3
Bes = (ma—z)ar—(mtu)at = —a(y—j)Xta(mati)y-cluti)z (32) S1

x4—y4+%) as
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B3O
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B32

B33

B3y

B35

Bss

Bsr

B38

B42

B43

By

B45

Bys

Byr

Bys

—(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 — (z5 + 25) az —
(x5 +ys) a3
(ys — 25+ %) a1 +
(25 — 25) @z + (25 + y5 + 3) a3
— (25 + 25) a1 +
(ys — 25+ %) a; — (5 — y5) as
(x5 —25) a1 — (y5 + 25) az +
T5 — Y5 + %) as
—(ys — 25) a1 +
(i5-+ 25+ 1) 22 +
(965 —Ys + %) az
(y5 + 25 + 5) a1 +
(—965 + 25 + %) az— (5 — ys) a3
(w54 25+ 4) o
(ys — 25) ag — (v5 + y5) a3
(054 25+ 3) ar +
(y5 + 25 + 5) as +
(565 +Ys + %) az

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

—ax5§c+ay5$f—|—c(Z5+%) Z
—a (y5 + %) X—a (x5 — %) v+c (25 + i) Z

alys+1) Xt+ales+3) g+e(sty) 2
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