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A4B 0oP40.61 4c_c-001
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Prototype P4Re

AFLOW prototype label A4B_oP40.61_4c¢_c-001
ICSD 8197

CCDC 1593981

Pearson symbol oP40

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=A4B_oP40_61_4c_c-001
—~params=a, b/a7 C/aa T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25
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Simple Orthorhombic primitive vectors

;a3
a; = aXx
a = by
ag = cCZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + yas + 21 a3 = ax1X+byy +cz1 (8¢) PI
B, = —(xl—%)al—ylag—i— = —a(ml—%)i—byly—l—c(zl—l—%)i (8¢) PI
(=1 +3) as
B; = —xlal—&—(yl—i—%) as — = —axlfi—l—b(yl—l—%)y—c(zl—%)i (8c) PI
(1 1) o
B, = (m1—|—%) al—(yl—%) ay—z1a3 = a(xl—&—%))‘c—b(yl—%)y—czli (8¢) PI
By = —x1a; — Yy as — 21 a3 = —ar1X—by1y—cxn 2 (8¢) PI
Bg = (acl—l—%) a1+y1a2—(21—%) ag = a(ml—&—%)f{—l—byly—c(zl—%)i (8¢) PI
B, = xlal—(yl—%)ag—k(zl—i—%)ag = amli—b(yl—%)y—l—c(zl—i—é)i (8c) PI
Bg = —(zl—%)al—k(yl—k%) a+ = —a(:cl—%)fc—kb(m—l—%)y—{—czli (8¢) PI
Z1as
By = Toay + yoas + 20 as = axs X+ by ¥ + cz0 Z (8c) PII
Bio = —(l‘g—%) a; —ygag + = —a(xg—%)fc—bygy—l—c(zg—i—%)i (8¢) PII
(224 3) a3
Bi1 = —zpa1 + (Y2 + 3) az — = —azaX+b(y2+3) §—c(z2—3) 2 (8¢) P II
(22— 3) as
B, = (xg—l-%) al—(yg—%) ag—zpa3 = a($2+%)i—b(y2—%)y—0222 (8¢) PII
Bz = —Iga; — Yz as — 22 as = —aro X —bys § — 29 Z (8c) PII
By = (x2—|—%) a1+y2a2—(22—%> az = G;(l‘g—‘r%) f(—l—bygy—c(zQ—é) Z (8¢) PII
Bis = ZEQal*(y f%) a2+(22+%) as aasg)“cfb(y f%)erc(zqu%)i (8¢) PII
Bie = —(z2—3)ai+(p2+3)a+ = —a(zy—3) X+0b(y2+3) §+cxni (8¢) P II
29 a3
By = T3a + ysas + 23 as = ar3X +bysy +cz32 (8c) P III
Bis = 7(1737%) a; —yszas + = fa(ng%)fcfbygerc(z;ng%) Z (8¢) P III
(2 +3) as
By = —x3a; + (y3 + %) as — = —ax3X+0b (y3 + %) y—c (23 — %) Z (8c) P III
(23— 3) as
By = (l‘g—‘r%) al—(yg—%) ag—zzag = a(xg—&—%) &—b(yg—%) ¥ —cz3Z (8c) P III
By = —x3a; — Yys3as — 23 as = —arz3X —bysy —cz3% (8¢) P III
By, = (23+3)aitysaz—(z3—3) a3 = a(z3+3) X+bysy—c(zs—13) 2 (8¢) P I1I



B23 = :Egalf(ygfé) a2+(23+%) as = aﬂjg)'i*b(ygfé)yﬁ’c(,z:;#»%)i (8C) P IIT

B = —(s-Dat(mrdms = —alm-dxebln+)Irenz (9 P
Z3 as
Bos = Tqa] +Ygao + 24as3 = axs X +bysy +cz42 (80) PIV
By = —($4—%) a; —ysag + = —a(:c4—%)>2—by4$f+c(24+%)2 (8(2) PIV
(24 +3) as
By = —x4a1+(y4+%) as — = —ax4i+b(y4+%) y—c(z —%) Z (8¢) PIV
(24— 3) as
Bos = (zs4+3)a—(ya—3) az—z4a3 = a(zs+3)X—blya—3)§y—cuz (8c) PIV
Bzg = —T4a1 —Ygaz — 24 a3 = —Qaly X — by4 y — CZ4 Z (8(3) PIV
B30 = (I4+%) a1+y4a27(z4—%) as = a(x4+%) i+by4y76(247 %) Z (8C) PIV
Bsg = asai—(pu—3)a+(+i)a; = arsX—b(ya—3) §+c(za+3) 2 (8¢) P IV
Bsgz = —(mu—3)ai+(yu+t3)a+ = —a(wg—5) X+b(ya+3) 9 +czz (8c) PIV
Z4 A3
B3z = Trsa) +Ysaz + z5as = arsX +bysy +cz52 (8C) Rel
B, = — (25— 1) a1 —ysax + = —a(zs—3) X —bysy+c(25+3) 2 (8c) Re I
(25 +3) as
Bss = —x5a1+(y5+%) as — = —axsfi—l—b(yg)—i—%)y—c(z —%) Z (8¢) Re I
(25— 3) as
B3 = (ac5—|—%) al—(y5—%) ay—zs5a3 = a(x5+%))‘<—b(y5—%)$f—cz5i (8¢) Re I
Bs; = —T5a; — Yysas — 25 as = —axs5X —bysy —cz52 (8¢) Rel
B3s = (ms—l—%) a1+y5a2—(z5—%) a3 = a(xg,—&—%) i+by5y—c(z5—%) Z (8c) Rel
B3y = $531—(y5—%) ag+(2’5+%> as = ax5§<—b(y5—%)y+c(zs+%)i (80) Rel
Bso = —(zs—3)ai+(ys+3)a+ = —a(zs—3) X+0b(ys+3) §+czs2 (8c) Rel
Z5 as
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