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AFLOW prototype label
ICSD

Pearson symbol

Space group number

Space group symbol
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A2B7C2.0P44.19 2a_7a_2a-001
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aflow —--proto=A2B7C2_oP44_19_2a_7a_2a-001
—~params=a, b/a’7 C/Cl, T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6, %26, L7,
Y7, 27,8, Y8, 28, L9, Y9, 29, 10, Y10, £10, 11, Y11, 211

Other compounds with this structure
06281207, Eu281207, LaQSiQO7, SmQSiQO7

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cCzZ
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yigaz + z1as = axlfc—l—byly—kczli (43) Nd I
B2 = —(:rl—%)al—ylagqt = 7&(1‘17%)5\(7by15’+6(21+%)2 (48,) Nd I
(21+3) as
B; = —x1a1+(y1+%) ag — = —awli—i—b(yl—i—%)y—c(zl—%) Z (4a) Nd I
(1~ 1) o
B, = (3’514—%) al—(yl—%) as—zjias = a(ml—&—%)fi—b(yl—%)y—czli (4&) Nd I
Bs = Toaj +Yysas + 22as3 = aro X + by2 Y +czoi (4&) Nd II
Bg = f(m f%) a; —y2as + = fa(:c 7%)i7by2y+c(22+%)2 (4a) Nd IT
(22+3) as
B, = —zga; + (y2+ 3) az — = —axyX+b(y2+3) y—c(2—3) 2 (4a) Nd I
(2 1) o
Bg = (m—k%) al—(y —%) as—2pa3 = a(xg—&—%)fc—b(y —%)y—czgi (4a) Nd II
Bg = r3al + Yz as + z3as = ars X+ by3 y + cz3 Z (48,) Ol
By = —(acg—%) a; —ysas + = —a(mg—%)i—by3y+c(23+%)2 (4a) OlI
(2’3 + %) as
By = —zza; + (ys+3) a2 — = —arsX+b(ys+3) ¥y —c(zs—3) 2 (4a) 01
(23— 3) as
Biz = (z3+3)ai—(ys—3) ax—z3a3 = a(rs+3) X—b(ys—3) 9§ —cz32 (4a) Ol
Bz = Tqa) + ygas + 24 a3 = axs X +bysy + cz4 (4a) O1II
By, = —(za—3) a1 —ysaz + = —a(zg— ) X —byag+c(za+3)2 (4a) oIl
(14 1) g
Bis = —rqa; + (y4+%> as — = —ax45<—|—b(y4+%) 9—0(24— %) Z (43) oIl
(1 1) 2
B16 = (:ZJ4+%) al—(y 7%) ag —z4 Qs = a(x4+%))‘(fb(y 7%)5"76242 (48,) OlII
By = Tsay + ysas + 25 as = axs X+ bys ¥ + cz5 (4a) O III
Bis = —(:1%—%) a; —ysas + = —a(x5—%)&—by5y+c(25+%) Z (4a) O III
(25 + %) as
B19 = —T5a; + (y5 + %) ag — = —axs X+ b (y5 + %) y —C (25 — %) Z (43,) O III
(25— 3) a3
By = (1:5+%) alf(y5f%) as—z5a3 = a(x5+%) )‘(fb(y5f%) y—czi (4a) O III
By = Tgay + Ygas + 2¢ as = axe X+ bysy + cz¢ Z (4a) o1V
Boy = —(l‘g—%) a; — Yegas + = —a(x6—%)5<—by6y+c(z6+%)i (43,) o1V
(20 + 1) g
By = —Tgay + (yﬁ—i-%) as — = —axm‘c—!—b(yﬁ—i-%) y—c(zg— %) Z (4a) o1V
(o 1) a
Boy = (:vg—l—%) al—(yﬁ—%) as—zgagz = a(xg—ﬁ—%))‘c—b(yﬁ—%)y—c%i (4a) o1V
Bys = T7a; + yras + 27 as = ar7 X+ by y + czr Z (4a) ov
B = — (w7 —3) a1 —yras + = —a(wr—3) X —byry+c(zr+3) 2 (4a) oV
(27 + 3) a3
Ber = —zrar+ (yr +3) a2 — = —ar;X+b(yr+3) 9y —c(er—3) 2 (4a) oV
(27— 3) as



Bys = (27+3)ai—(yr—3) az—zrag = a(zr+3)X—b(yr—3%) 9§ —cer2 (4a) oV

Boy = Tgaj + ysas + 2gas = arg X+ bysy + czg Z (4a) O VI

B3 = —(:Cg—%) a; —ygas + = —a(xg—%)f(—bygy—l—c(zS—i—%)i (4a) O VI
(28 + %) as

B3, = —zsa; + (ys + 3) a2 — = —arsX+b(ys+3) y—c(zs—3) 2 (4a) O VI
(25 —3) a3

B3, = (:vng%) alf(ysf%) as—zga3 = a(x8+%)§(7b(ysf%)y70282 (4a) O VI

Bss = Tgay + ygas + zg as = axg X + by y + cz9 Z (4a) O VII

B3, = —(l‘g—%) a; —Ygag + = —a(xg—%)fc—bygy—i-c(zg—i—%) Z (4a) O VII
(2 + 1) g

Bss = —ZTga] + (yg + %) as — = —argX+0b (yg + %) y—c (29 — %) Z (4&) O VII
(20— 3) as

Bss = (:vg—l—%) al—(yg—%) ag—zgagz = a(m—{—%) i—b(yg—%) Yy —czZ (4a) O VII

B3y = T10@1 + Y10 a2 + 210 a3 = ar1oX +by10y +cz102 (4a) Sil

B3s = —(z10—3) a1 —yoaz + =  —a(z0—3) X—byoy+c(z0+3) 2 (4a) Sil
(Z10 + %) as

B3g = —X10 A1 + (y10+%) as — = —ax10§<+b(y10+%) yfc(zlof %) 2 (48,) SII
(10~ ) 2

By = (zi0+3)ar—(yo—3)a— = a(ri0+3) X—b(yi0—3) ¥ —cz102 (4a) Sil

Z10 a3

B = T11 a1 + Y11 a2 + z11 a3 = ari 1 X+by1y+cziz (4a) Si Il

By = - ($11 - %) a; —yiiaz+ = —a (Iu - %) X—byny+c (le + %) z (4a) Sill
(211 +3) as

B4y = —r11a; + (yn + %) as — = —axr11X+0b (yu + %) y—c (211 - %) Z (4a) Si I
(211 - %) as

By = (zu+3)a—(yuu—3)a—- = a(ri1+3) X—b(yn—3) ¥ —czn 2 (4a) Sill

Z11a3
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