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A3B6C_mP20_4 3a_6a_a-001
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Prototype CazOsU

AFLOW prototype label A3B6C_mP20.4_3a_6a_a-001
ICSD 23200

Pearson symbol mP20

Space group number 4

Space group symbol P2,

AFLOW prototype command  aflow --proto=A3B6C_mP20_4_3a_6a_a-001
—~params=a, b/a7 C/a7 ﬁv T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 27,28,Y8, 28,19, Y9, 29, 105 Y10, 210

Other compounds with this structure
SI‘3U06

e Space group P2; #4 allows the y coordinates to have an arbitrary origin. Here this freedom is used to set y19 = 0 for the
Uranium position.

Simple Monoclinic primitive vectors
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ay; = aX

az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + 1y as + 21 as (axy + cz1cos8B8) X+ by1 § + cz1 sin S Z (2a) Cal
B, = —zia; + (y1 + %) as — 21 a3 —(ax1 +czicosfB) X+ b (y1 + %) y— (2a) Cal
cz18in 8%
B; = Toa + ys as + 2o as (axg + czacosB) X+ by2§ + czosin 5z (2a) Ca II
B, = —zoa; + (yg + %) as — 29 a3 —(axg + czocosB) X+ b (yg + %) v— (2a) Call
czosin B 7Z
Bs = r3a + yzas + 23 as (axs + czzcos B) X+ bys§ + cz3sin Sz (2a) Ca III
Bg = —x3a; + (y3 + %) as — 23 as — (ax3 4+ czzcosB) X+ b (y3 + %) v - (2a) Ca III
cz3sin Bz
B7 = Trga + Yg A2 + z4 a3 (az4 + cz4 COS ﬂ) X + by4 5’ + cz4 Sinﬂ Z (2&) Ol
Bsg = —zia; + (y4 + %) as — 24 a3 —(azy + czq4cosB) X+ b (y4 + %) y— (2a) (O
czy8in B 7
By = Tsa + ysas + 25 as (axs + czscos B) X+ bys§ + czssin 5z (2a) O1II
BlO = —Tsa; + (y5 + %) Ay — Z5ag - (a:z:5 + cz5 cos B) X + b (y5 + %) 5’ — (28,) OlII
cz58in 37
Bi1 = Tgay + yg as + 2 as (axg + czgcos B) X+ bys ¥ + czgsin 5z (2a) O III
B = —Tgay + (y6 + %) as — 26 as — (axe + czgcos B) X+ b (y6 + %) v - (2a) O III
czgsin B z
Bz = T7a; + yras + 27 as (ax7 + czrcos B) X+ byr § + czrsin Sz (2a) (OB
By = —x7a; + (y7 + %) as — Zras — (ax7 4+ czrcosB) X+ b (y7 + %) y— (2a) o1V
cz7sin Bz
Bis = Tga + ysgas + zg as (axg + czgcos B) X+ bys § + czg sin B2 (2a) ovVv
Bis = —Tga + (ys + %) az — zgas — (axg + czgcos B) X +b (ys + %) - (2a) oV
czgsin Bz
By = Tgaj + yg as + 29 ag (axg + czgcos B) X+ byg ¥ + czosin 5z (2a) O VI
Bis — _x931+(y9+%) s — Zg a3 —(aa:9—|—cz,9cosﬁ)5c—|—b(y9+%) v - (2a) O VI
czg sin 8 Z
B19 = T10 A1 + Y10 A2 + Z10 Q3 (awlo + CzZ10 COS B) f( + ble y + CzZ10 Sil’lﬁ 2 (2&) U I
Bzo = —zi0a1+ (yio+3) a2 — z10a3 —(aw1o + cziocos B) X +b(yio+35) § — (2a) Ul
CZ10 sin ﬁ Z
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