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Prototype BsRusU

AFLOW prototype label A2B3C_hP48.147_2d2g_4g_abef-001
ICSD 44578

CCDC 1613950

Pearson symbol hP48
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Space group number 147
Space group symbol P3

AFLOW prototype command

212

aflow --proto=A2B3C_hP48_147_2d2g_4g_abef-001
—~params=a, C/a7 23,24, X7,Y7, 27, T8, Y], 28, L9, Y9, 29, L10, Y10, 210, L11, Y11, 211, 12, Y12,

Other compounds with this structure
UOSgBQ

Trigonal (Hexagonal) primitive vectors

af’ .
a; = %afi — @a&
a = gaX-+ @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Ul
B, = 3 ag $c2 (1b) U 1I
B; = %a1+§a2+23a3 %ai+§ay+0232 (2d) B1I
By = %314—%32—2333 %afc—?ay—czsi (2d) BI
B; = za;+ 2a+ 24 a3 %ai—&—%ay—i—caz (2d) BII
Bg = %al—k%ag—aag %ai—?ay—cai (2d) B1I
By = la lag — Y3ay (3¢) U 1
By = la, lag + Y3ay (3e) U 1T
By = sa;+zap sax (3e) U I
By = la;+1ia; lag—¥3ay + Lea (3f) U1V
By = lay+1ia; lagx+ Lay+ lcz (3f) U IV
B = %al—k%ag—i—%ag %afi—i—%ci (3f) U1lv
Bz = T7a; + yras + 27 as %a (x7 +y7) X — ?a (x7 —y7) ¥+ c2r 2 (6g) B III
Bis =  —yrai+ (27 —y7) az +27a3 sa(zr —2y7) X+ iamy +c2rZ (6g) B III
Bis = —(z7—y7)ar—araz+z7as —La (27 —yr) *— Lay: § + cxr 2 (6g) B III
Bis = —r7a; —yrag —z7as —5a(z7 +y7) % i a(rr —yr) ¥ —cari (6g) B III
B,y = yra; — (x7 —yr) ag — 27 ag % (—x7 +2y7) X i axry — czr Z (6g) B III
Bis = (x7 —y7) a1 + xrag — z7ag 7a (227 —y7) X i ayry —czr z (6g) B II1
Bis = Tgay +Ysag + zgas 3a(zs+ys) X — @a(xs —ys) ¥ + 22 (6g) BIV
B2 = —ysay + (rs — ys) az + zz a3 sa(zs — 2ys) X+ ?axgy + c28 2 (6g) B 1V
Bay =  —(x3—ys) a; —zgas + zg a3 —1a (225 —ys) X — iayg V+czi (6g) B IV
B2z = —Zga; — Ysaz — 2z a3 —Lla(vs +ys) %+ La(zs —ys) §— 22 (6g) B 1V
Boz = ysa; — (xg —ys) az — zg as %a (—xs + 2ys) X — @(wgy — 237 (6g) BIV
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(Igfyg) al +1‘88272833
Tgar + Yo az + 29 a3
—yoay + (rg — yo) az + 29 a3
—(xg —y9) a1 — Tgag + 29 ag
—Tgap —Ygaz — 2gag
Yyoar — (rg — yg) az — zg ag
(rg — o) a1 + 9@ — 29 a3

T10a1 + Y10 a2 + 210 a3

—y10a1 + (T10 — Y10) a2 + 210 a3
— (210 — Y10) a1 —T10 A2 + 210 A3

—Z10aA1 —Yi10a2 — 210 A3

Yioa1 — (5610 - ylo) az — z104a3
(10 — Y10) a1 + x10a2 — 210 a3

T11a1 + Y1182 + 21183

—yrar + (r11 —y11) a2+ 211 a3
—(z11 —y11) a1 —x1az+ 211 a3

—Z11aA1 —Yi1a2 —211aA3

Y1 a1 — ($11 - yu) ag — Z11 a3
(11 —y11) a1 + @182 — 21183

Ti2@1 + Yi12a2 + 212 a3

—y12a; + (T12 — y12) a2 + 21223
— (212 — y12) a1 — 122+ 21283

—Ti2a1 —Yi12a2 — 21243

Yz a1 — (3312 - .7J12) ag — 21243

(12 — y12) a1 + 1282 — 21283

%a (225 —ys) X + @ayg Y —czg7Z

3a(zo + o) i—éa(wg—yg) V + czo 2
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f

1a(2zg —yo) X ayey — cz9Z
(

3a (z10 + y10) X T10 — y10) ¥ +

1

50 (10 — 2y10) X + Faw10§ + c2102

—3a (2x10 — y10) X — %aym ¥ +czioz

—3a(z10 +y10) X+ @a (x10 —y10) ¥ —

CzZ10 Z

1 ~ 3 ~ ~
5a (=710 + 2y10) X — %afﬂlo Y —cz10Z

1a(2x10 — y10) X + ‘Qf
V3

%(l (11 +y11) X — Ta (x11 —y11) §+

CZ11 Z

ayo ¥ —cz102

%a (r11 —2y11) X+ ?a:ru ¥y +cznz

—3a(2z11 — Y1) X — ?ayu V+cznz
—3a(z11 +y11) X+ ?a (r11 —y11) ¥ —
CzZ11 Z

1 ~ 3 ~ ~
50 (—w11 +2y11) X — %(mu y—czz

3a(2x11 —y11) X+ ‘fayu y—cz1z

50 (212 +Y12) X — @a (12 —y12) ¥ +

CZ12 Z

%a (w12 — 2y12) X+ @am ¥ +cz22

—3a (2x12 — y12) X — ?ayu V+czi2z
—3a(z12 +y12) X+ ?a (T12 —y12) ¥ —
C212 2

1 ~ 3 ~ ~
50 (=12 + 2y12) X — %aﬂ?u Yy —cCz12%

1a(2z12 — y12) X+ @ayu ¥ —cz12%
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