NaAlCly Structure:
AB4C 0P24 19 _a 4a_a-001

This structure previously used the label(s) AB4C_oP24_19_a 4a_a. Calls to these addresses will be redirected here.
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Prototype AlClyNa
AFLOW prototype label AB4C_0P24_19_a_4a_a-001
ICSD 8117
CCDC 1593905
Pearson symbol oP24
Space group number 19
Space group symbol P2:212¢

AFLOW prototype command aflow --proto=AB4C_oP24_19_a_4a_a-001
—~params=a, b/a7 c/a, T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26
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Simple Orthorhombic primitive vectors

a3
R
a; = aXx
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a1 +y1as + 21 as = ar1 X+ by +cz Z (4a) All
B, = —(xl—%)al—ylag—f— = —a(ml—%))‘(—byly—l—c(zl—l—%)i (4a) All
(=1 +3) as
B; = —xlal—&—(yl—i—%) as — = —amlfi—l—b(yl—l—%)y—c(zl—%)i (4a) All
(21— 3) as
B, = (a:1—|—%) al—(yl—%) ag—z1az = a(xl—&—%)fc—b(yl—%)y—czli (4a) All
By = Toaj + yYpas + 22 a3 = axo X+ by ¥ + cz0 Z (4a) ClI
B = — (22— 1) a1 —yoar + = —a(zy— )X —byay+c(za+3)2 (4a) ClI
(zg + %) as
B, = —wgal—&—(yg—i—%) as — = —angi—l—b(yg—l—%)y—c(zg—%)i (4a) Cll
(22— 3) as
Bg = (1:2—|—%) al—(yg—%) as—zgpaz = a(x2+%)§c—b(y2—%)y—6222 (4a) Cll
By = r3a + yzas + 23 as = ax3X +bysy + cz3 z (4a) ClII
Bio = —(z3—3) a1 —ysax + = —a(z3—3) R—bysy+c(es+1i)2 (4a) Cl1I
(23 + %) ag
B = —xza; + (y;;—l—%) as — = —angc—l—b(yg—l—%) y—c(z;»,— %) Z (4a) cli
(23— 3) as
Bz = (z3+3)a—(ys—3) ax—23a3 = a(zs+3)%x—bys— 1) 9 —ces2 (4a) ClII
Bz = Tga) + ygas + 24a3 = axs X +bysy + cz4 (4a) Cl III
B = —(:c;;—%) a; —ysas + = —a(m—%) k—by4y+c(24+%) Z (4a) Cl II1
(24 + 3) a3
Bis = —zga;+ (ya+ 3) az — = —azaX+b(ys+3) §—c(zu—13) 2 (4a) ClIII
(22— 3) as
Big = (m—l—%) al—(y4—%) as—z4a3 = a(u—{—%) fc—b(y;;—%) y—czZ (4a) ClIII
By = Tsay + ysas + 25 as = arsX + bys y + cz5 Z (4a) Cl1v
Bis = —(m5—%) a; —ysag + = —a(x5—%)k—by5y+c(25+%)i (4a) Cl1v
(25 + 3) as
By = —rsa; + (y5+%) as — = fax5>“<+b(y5+%) yfc(zsf %) Z (4a) Cl1v
(2 —3) as
By = ((E5+%) al—(y5—%) as—zsag = a($5+%)>‘<—b(y5—%)y—cz5i (4a) Cl1vV



B21 = Tgal + Ye A2 + zg a3 = axeg X+ by6 y + czg Z (48,) Nal

By = —(mg—%) a; —ygas + = —a(mﬁ—%))‘(—bygy—l—c(%—l—%)i (4a) Nal
(26 + 3) 2
By = —x6a1+(y6+%) as — = —angi—l—b(yg—i—%)y—c(z —%)i (4a) Nal
(26 — 3) as
Boy = (a:6—|—%) al—(yﬁ—%) as—zgaz = a(x6+%)§<—b(y6—%)y—czﬁi (4a) Na I
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