NaSs Structure:
AB2 t148 122 _cd 2e-001

This structure originally had the label AB2_tI148_122_cd_2e. Calls to that address will be redirected here.
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Prototype NaS,

AFLOW prototype label AB2_t148_122_cd_2e-001
ICSD 2586

Pearson symbol t148

Space group number 122

Space group symbol 1424

AFLOW prototype command  aflow --proto=AB2_tI48_122_cd_2e-001
—~params=a, C/a7 21,%2,T3,Y3,23, T4, Y4, 24

Body-centered Tetragonal primitive vectors
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a; = —zaX+3ay+jci

ag = %afc — %ay—l— %ci
ag = 1aX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = zra] + z1 a2 = CzZ1 Z (8(3) Na I
B, = —z1a1 — 71 as = —c2n 7 (8¢) Na I
B; = (2’1—1) 31—(21—1) as + = %aff—c(zl—i)i (8c) Na I
383
B4 = (Zl—f—%) al+(21+i) a2—|—2a3 = %a&—!—c(zl—l—i)i (8(3) Na I
B5 = %al+(’£2+%) a2+(:r2+1) as = (liL’Qi‘i‘idS"i‘%Ci (Sd) Na II
Bg = Ifaj—(12—35)az—(22—3)as = —aza X+ 20§ + §ci (8d) Na II
By = —(z2— %) a1+ tas— = —tak—a(va—3) §+2cz (8d) Na II
1
(w2 — 1) as
Bs (zo+ D) ar+3ay+ (v2+3) a3 = tak+a(za+i)y+3c2 (8d) Na II
By = (ys + 23) a1 + (3 + 23) as + = arsX +aysy +cz3 2 (16e) S1I
(73 +y3) a3
B = — (y3 — 2’3) a; — (.’L‘3 — 23) as — = —arzX — aygy 4+ cz23% (168) ST
(z3 +y3) a3
Bii = —(m3+z)a +(ys—23)a— = ay3X —ar3y —cz3Z (16e) S1
(3 —y3) a3
B2 = (x3—2z3) a1 — (y3 + 23) az + = —ays X +ar3y — cz3 (16e) S1I
(3 —y3) a3
B13 = (y372'3+%) a; — = 7&I3i+a(y3+%)$’*c(2‘371 (166) S1I
(s + 20— 1) 2a +
(7563 +y3 + %) as
B14 = —(y3+23—%)a1+ - a$3ﬁ—a(y3—%)§’—c(23— (166) S1
(rs =0+ H st
(963 — Y3+ %) as
Bis = (—$3+23+%) a; + = —aygi—a(ajg—%)y—i—c(z'g%—i)i (16e) SI
(—ys + 23 + i) as —
(333 + Y3 — %) as
Big = (x3+23+%) a; + = ay3ﬁ+a(:r3+%)§’+c(23+i)i (16e) S1I
(y3+23+i) as +
(Ig +y3 + 5) as
By = (ya + 2z4) a1 + (24 + 24) a2 + = axs X+t aysy +cz4z (16e) S1II
(x4 +ya) a3
Bigs = — (y4 — 24) a; — (.%‘4 — 24) as — = —aTy X — ay4§f +cz4Z (168) SII

(x4 +ya4) ag



Bio = —(za+z4) a1+ (ys—24)a— = ays X — aryy — cz4 2 (16e) S1II
(24 —ya) a3

B2 = (x4 —z1) a1 — (ya + 24) @2 + = —aysX+axsy —cza (16e) S 1II
(x4 — ya) a3
B2y = (ya—24+32) a; — = —azaX+a(y+3)y—clza—1)2 (16e) S1I

(x4+z4—i)a2+
(—:134 +ys + %) ag
B = tu-Dat = axoalu-DFocl-Dz (&) s

)

Bas = (—z4+z4+3) a + = —apk—a(ry—3)§+c(zatd)z (16e) S
i
1)

1
2

B2y = (za+za+3)a+ = aysX+a(zs+3)y+c(ua+i)2 (16e) S1II
)

(x4 +ys + %) as
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