NaAlBq4 Structure:
AB14C_0164_74_c_3h2j_e-001
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e The stoichiometry of this sample is given as Nag g5Alg.94B14, indicating vacancies on the sodium and aluminum sites.

e (Okada, 2005) say that this is isomorphous to MgAlB14, but our published version of that structure has the Mg site split,
rather than a single Na site.

e The AFLOW prototype label protocol swaps the a and b lattice constants, and moves the origin by 1/4 a & + 1/4 b § +
1/4 ¢ 2, moving the aluminum atom from the published (4b) Wyckoff position to (4c).

Body-centered Orthorhombic primitive vectors

a; = —1aX+3iby+ icz -
a; = gaX—3by+3cz
ag = %af{—k%by—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, fai+iar+iag jaX+ by + fcz (4c) Al
B> la —lax+ by +icz (4¢) All
Bs (ngri) a1+22a2+ia3 %by+022z (4e) Na I
B4 - (z2 — %) a; — zpas + %ag %by —c29 2 (4e) Na I
Bs (ys + 23) a1 + z3a2 + y3 as bysy + cz3 2 (8h) BI
Bs (—ys+23+3) a1 + 2322 — ~b(ys — 1) y+euni (8h) B I
(3 — 3) as
B (ys —z3+3) a1 — 2329 + b(ys+3) § —czsz (8h) BI
(y3 + %) az
Bs —(ys +23) a1 — z3a3 — Y3 ag —bysy —cz32 (8h) BI
Bg (ya + z4) a1 + zga2 + Y4 a3 bys ¥ +cz4 2 (8h) BII
Bio (—ya+za+35) a1+ 22 — ~b(ya—3) §+cuz (8h) BII
(94— 3) as
B11 (y4—24+%) a; —zgaz + b(y4+%) V—czi (8h) B II
(ya+3) as
Bi2 —(ya +21) a1 — zga2 — ys a3 —bysy —cz4 (8h) BII
Bis (ys +25) a1 + 2522 + Y5 a3 bys § + cz5 2 (8h) B III
B4 (—ys+25+3) a1 + 2580 — “b(ys — 1) §+eni (8h) B III
(95 - %) as
Bis (y5 — 25+ 3) a1 — z5a2 + b(ys +3) § —cz52 (8h) B III
(y5+ 3) as
Bis —(y5 +25) a1 — 2582 — ys a3 —bys ¥ — cz5 2 (8h) B III
Bi7 (Y6 + 26) a1 + (z6 + 26) a2 + areX + by ¥ + cz6 2 (16]) B IV

(r6 + ys) as
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Bis = (=96 + 26+ 3) a1 — = —awgX —b(ys — 3) ¥ +cz62 (16) BIV
(6 — 26) a2 — (6 +ys — 3) a3

Bio = (ys—2+ 1) ai—(u6+2) apt = —azeX+b(ys+3) § — cz6 2 (16j) B IV
(—2z6 +ys+ 3) a3
Bao = —(ys+26) a1+ (w6 —26) a2+ = argX — by ¥ — c26 2 (16)) B IV
(z6 — y6) a3
Ba1 = —(ys+26) a1 — (w6 +26) a2 — = —areX — by y — czo 2 (16)) B 1V
(z6 +y6) a3
By = (v6 — 26+ 3) a1 + — arg X +b(yo +3) § — cz62 (16§) BIV
(z6 — 26) a2 + (366 +ye + %) az
Bas = (—y6 + 26 +3) ar + = areX —b(ys — 3) ¥ + cz6 2 (16)) BIV
(z6 + 26) az + (w6 — Y6 + 3) a3
B24 = (yG + 2’6) a; — (1’6 — 26) ag — = 7@5865\(4* byﬁy —+ 6252 (16J) B IV
(6 — y6) a3
Bas = (yr +27) a1 + (z7 + 27) a2 + = az7 X +byr ¥ + czr 2 (16§) BV
(z7 +y7) a3
— 1 = X 1 % Z j
B2 = (yr+or+3) a - = —axrX —b(yr — 3) ¥ +car2 (16)) BV
(z7 — 27) ay — (27 + y7 — 3) a3
Bar = (yr—zr+3)ai—(er+27) ;mat = —arrX+b(yr+3) ¥ —cxrz (167) BV
(—a7 +yr +3) a3
Bas = —(yrtz)ar+(vr—27)az+ = ar7X —byry —czr (16) BV
(z7 —y7) a3
Bag = —(yrt+zr)ar—(v7r+27)a2— = —ax7X —byry — czrZ (16)) BV
(z7 +yr7) a3
Bso = (yr — 20+ %) a1 + — arzX+b(yr +3) §—czr2 (16§) BV
(x7 — 27) a2 + (w7 +y7 + 5) as
B3 = (—yr+zr+3) ar+ = arrX = b(yr = 3) ¥ +cxr 2 (16)) BV
(z7+27) ag + (¥7 —y7 + 3) a3
B3z = (y7 + 27) a1 — (w7 — 27) ag — = —ax7X+by; ¥ +car 2 (163) BV
(7 —y7) a3
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