BaRugOq19 Structure:
AB12C6_tP76_85_2¢_6g_3¢-001
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a c
Prototype BaO12Rug
AFLOW prototype label AB12C6_tP76_85_2c_6g_3g-001
ICSD 61387
CCDC 1624914
Pearson symbol tP76
Space group number 85
Space group symbol P4/n

AFLOW prototype command aflow --proto=AB12C6_tP76_85_2c_6g_3g-001
—~params=a, C/a’ Z1,22,23,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27, L8, Y8, 28, L9,
Y9, 29, %10, Y10, £10, L11, Y11, #11
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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, = %a1+%a2+zla3 = %af{Jr%aerczli (2¢) Bal
B, = %al—i—%ag—zlag = %af{—i—%ay—czli (2¢) Bal
B; = %al—l—%ag—l—zgag = iai—i—iay—i—czgi (2¢) Ba II
By = fa;+3a;—zag = jax+ 30y —cxn2 (2c) Ba ll
Bs = r3a; +ysaz + 23a3 = arsX +ays § + cz3 Z (8g) Ol
Bg = —(xg—%)al—(y —%)32-’- = —a(xg—%)fc—a(y —%)y+c23z (8g) Ol
23 a3
B, = —(y3s—3) a1 +x3a2 + 23 a3 = —a(ys —3) X+ aw3§ + cz3 2 (8g) 01
Bs = ysa; — (x5 — 3) as + 23 a3 = aysX—a(xs — 1) §+ezsi (8g) 01
By = —rza; —ysas — 23 as = —ar3X —aysy — cz3Z (8g) Ol
Bio = (373—‘1-%) a1+(y3+%) a,—z3az = a(xg—&-%)i—l—a(yg—i—%)y—cz;;i (8¢) OI
B = (ys+ %) a1 —x3a2 — 2323 = a(ys+3) X —axsy — cz32 (8g) OlI
Biz =  —ysar+ (z3+3) ay— 2383 = —aysX+a(es+3)§—cai (8g) Ol
Bis = z4a1 +ysas + 24 a3 = arsX+aysy +cza 2 (8g) O1II
By = —(mu—3)a—(yu—3)a+ = —a(wg—%)%k—a(ys—3) §+cuz (8¢) on
24 A3
Bis = f(y f%) a; + 48 + 2483 = fa(y f%)£+az4y+0242 (8g) O1I1
Big = ysa; — (x4— %) as + 24 a3 = ay4>‘<—a(x4— %) V+czz (8g) O1II
Bi~ —Tga; —ysas — 24 a3 = —arysX —aysy — cz4 7 (8¢) O1II
Bis = (va+3)ait(pa+3)ac—zay =  a(watd)k+a(pa+i)y—cuz (82) ol
Big (y4+%) a; — T4as — 24 a3 = a(y4+ %) X—axsy —c24 2 (8g) O1I1
By = —ygai + (x4 + %) as — z4 a3 = —aysX+a (x4 + %) Y —cz42 (8g) O1II
Ba1 Tsa; + ysas + 25 as = arsX + aysy + cz5 2 (8¢) O III
By = —(zs—a—(ys—1)at+ = —a(ws—3)%X—a(ys—3) §+casi (8g) O III
25 a3
Bos = — (y5— %) a; + x5as + 25 a3 = —a (y5— %) X+ axsy + cz5z (8g) O III
By = Ysay — (305 - %) as + 25 as = aysX —a (1;5 - %) ¥y +cz5Z (8¢) O III
Bas = —T5a; — ysag — 25 as = —arsX —aysy — cz5 2 (8g) O III
Bzs = (z5+3)ai+(ys+3)a—2as = a(ws+3) %+a(ys+3)—cx2 (8g) O I
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= (10— 3) a1 -

1
(ys +3) a1 — w522 — 25 a3
1
—Yysap + ($5+§) az —z5as
Teal + Yo a2 + 26 a3

—(336—%) al—(yﬁ—*) as +
Zg A3

—(96—%) a; +Teaz + 26 a3
Yo a1 — (we—%) az + g as
—Tga1 — Ye A2 — 26 A3
(w6 +3) a1+ (ys + 3) as 26 a3
(%‘F%) a; — Teaz — 26 a3
—Ye a1 + (!E6+%) az — Zg ag
Trap +yrag +z7as

(a7 =) = (7 }) aat
Z7as

—(yr—3) a1+ xrag + 27 ay
yrar — (z7 — 3) ag + 27 a3
—Trap —Yraz — 27a3
(z7 +3) a1+ (y7 + 3) as—27 a3
(?J7+%) a; —xraz — zrag
—Yraj + ($7+ %) az — z7as
rgap +Ysaz + zgas

—(zs—3) a1 — (ys— 5) ag +
zZg as

—(yg—%) a; +xgas + zgas
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Bes = —T10a1 — Y10 2 — 210 A3 = —azrioX — ayioy — cz102 (8g) Ru Il

Bes = (zi0+3)ai+ (yio+3) aa— = a(zio+3) X+a(yo+3) 9 —czio2 (8g) Ru IT
210 @3

Ber (yi0+3) a1 — oAz — 21083 = a(yio+3) X—ax10y — cz102 (8g) Ru II

Bes = —yioar+ (vi0+3) a2 —zi0a3 = —ayioX +a(z10+3) ¥ — cz102 (8g) Rull

Beo = Tirar + Y az + 211 a3 = arpn X +ayny +cz1z (8g) Ru III

Bro = —(zn—-3)a—(yu—3)a+ = —alen—3)%—a(yn—1)y+ciz (8g) Ru I
Z11as3

Bri = —(yu—31)ai+ziia+zia3 = —a(yn—3) X+arny+cz 2 (8g) Ru III

Brz =  yuar— (z11 — 3) ag + 211 a3 aynk—a(zn — 1) §+ca 2 (8g) Ru III

B7zz = —T11a1 — Y11a2 — 211 a3 = —ar11 X —ayny —czn (8g) Ru I

Brs = (zu+3)a+yu+z)a— = a(zu+i)X+alyn+3)y—cnz (8g) Ru III
Z11a3

Brs (yu + %) a; —xi11az — 211 a3 = a (yn + %) X—ar) 1y —cz1z (8g) Ru IIT

Brg = —ynai+ (z11+3)ay—z1a3 = —aynnX+a (v +35) §—cz 2 (8g) Ru HI
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