So (S4Ns) Structure:
AB2 tP24 102 d 2¢d-001
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Prototype NS,

AFLOW prototype label AB2.tP24.102_.d_2cd-001
ICSD 201218

CCDC 1705955

Pearson symbol tP24

Space group number 102

Space group symbol Pdsnm

AFLOW prototype command aflow --proto=AB2_tP24_102_d_2cd-001
—-params=a, C/a, T1,21,%2,22,X3,Y3,23, T4, Y4, 24

e Space group P4anm+#102 does not specify the origin of the z-axis. We fix it by setting z; = 0 for the S-I (4c¢) position.
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Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a] +21a9 + 21 a3 = ar1X+ary +cz z (4c) SI
B, = —x1a] — X1 As + 21 Az = —ari1X—ax1y+cxz (4c) SI
B; = - (xl - %) a; + (9:1 + %) a+ = -a (xl — %) X+a (561 + %) y+c (zl + %) Z (4¢) SI
(21 +3) as
B, = ($1+%)&1-($1-%)&2+ = a(xl—i—%)i—a(wl—%)y—&—c(zl—l—%)i (4c) S1I
(=1 +3) as
B; = Toay + Toag + 20 a3 = are X + arsy + czo Z (4c) S1I
Bg = —Tga; — Ty as + 29 a3 = —aroX —arsy + cz9Z (4¢) S1I
By = —(z2—-3ar+(z+3)a+ = —a(z2—1)x+ta(za+1i)y+c(a+3)2 (4c) SII
(22 +3) a3
Bs = (xg—i—%)al—(xg—%)ag—i— = a(xg—i—%))‘(—a(ajg—%)y—&—c(zg—l—%)i (4c) S1I
(22 + %) as
By = r3ai + yzas + 23 as = arsX+aysy + cz3z (8d) NI
By = —x3a; — Yysas + 23 as = —ar3X —aysy +cz3Z (8d) NI
Bi1 = —(yg— %) a1+($3+%) as + = —a (yg—%) X+a (xg-i-%) y+c (Zg-f—%) Z (8d) NI
(2 +3) a3
Biz =  (mt+z)ai—(es—z)a+ = alpt+y)k-ales—3)I+clzmty)z  (6d) NI
(23 + %) as
Bis = (m+gz)a—(m-3)at+ = almtz)k-alp—3)y+e(n+ty)z (3 N1
(23+3) as
Buu = —(zs—3)ai+(ys+3)a+ = —a(zs—3) k+a(ys+3)y+c(zs+3)2 (8d) NI
(z3+ %) a3
B = —yza; —x3as + z3as = —aysX —ar3y +cz3Z (8d) NI
Big = ysaj + r3as + 23 a3 = aysX +arsy +cz3z (8d) NI
By = Tqa1 + ygas + 24 a3 = arsX+aysy +cz4 2 (8d) S III
Bis = —x4a] — Ygag + 24 a3 = —axsX —aysy +czaz (8d) S III
By = —(mu—3)a+(@+3)a+ = —a(lpu—3) fta(za+3)y+c(au+i)2 (8d) S I
(z4 + %) as
By = (ya+3) a1 — (24— 3) ax + = a(pu+tz)k—a(rs—3)9+c(zat+3)2 (8d) S 111
(z1+3) as



By = (I4+ ) (y4 %) as + = a(x4+%)5<—a(y4ff)y+0(24+ )2 (Sd) S III
(21 +3) as
Bz = —(mu—3)ar+(a+t3)a+ = —a(za—3) %ta(ya+i)y+c(au+i)z (8d) S III
(24 + 7) as
Bos = —ysa; — Tqag + 2423 = —ayaX —axsy +cza (8d) S III
B2y = ysar +x4az + 24 a3 = aysX +aryy + cz4 2 (8d) S I
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