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A3B6C_mP20_4 3a_6a_a-001
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Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450,

https://aflow.org/prototype-encyclopedia/T9UP

https://aflow.org/prototype-encyclopedia/A3B6C_mP20_4_3a_6a_a-001

Prototype CazO0gU

AFLOW prototype label A3B6C_mP204_3a_6a_a-001
ICSD 23200

CCDC 1599343

Pearson symbol mP20

Space group number 4

Space group symbol P2,

AFLOW prototype command aflow --proto=A3B6C_mP20_4_3a_6a_a-001
—Tparams=a, b/a7 C/av 67 x1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26,L7,
Y7, 27,28, Y8, 28,19, Y9, 29, L10, Y10, 10

Other compounds with this structure
SI‘3U06
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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

2
a3
aj = aXx
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as (axy +czicosB) X+ by1 §+cz1sinfz (2a) Cal
B2 = —r1a; + (yl + %) ag — zZ1Ag — (azl + cz1 cos B) X + b (yl + %) 5’ — (28,) Cal
cz18in Bz
B; = Toay + ysas + 2o as (axg + czocos B) X+ by2§ + czo8in 52 (2a) Ca II
By, = —T9ay + (yg + %) as — 29 a3 — (axe 4+ czacos B) X+ b (yg + %) v - (2a) Ca II
czysin B 7Z
Bs = r3a; + yzas + 23 a3 (axs + czzcos B) X+ bys§ + cz3sin S 2 (2a) Ca III
Bg = —xsa; + (yd + %) as — 23 a3 — (ax3 4+ czzcosB) X+ b (y3 + %) v - (2a) Ca III
cz3sin Bz
B, = T4a1 +ysas + 24 ag (axy + cz4co8B8) X+ bys § + czq48in S 2 (2a) Ol
Bsg = —zsa; + (y4 + %) as — 24 a3 —(awy + cz4cosB) X+ b (y4 + %) y— (2a) Ol
czy8in B 7
By = Tsay + ysas + 25 as (axs + czscos B) X+ bys§ + cz5sin 5z (2a) oIl
B = —rsa; + (y5 + %) as — 25 as —(axs + czscos B) X+ b (y5 + %) v— (2a) O1II
cz5sin 8 Z
B.1 = Tgai + Ygas + 26 as (axe + czgcos B) X+ bys § + czgsin Sz (2a) O III
By = —zgay + (yg + %) as — 26 as — (axe +czgcosB) X+ b (y6 + %) v - (2a) O III
czgsin Bz
B13 = Ty ay +y7 as + z7as (CLI7 + czy COSB) )A(+by7$’ + cz7 sinﬂi (28,) o1V
B = —x7a; + (y7 + %) as — z7as —(ax7 + czycosB) X+ b (y7 + %) y— (2a) (ONAY
czrsin B 7
Bis = Tga; + ysas + zg as (axs + czgcos B) X+ bys§ + czgsin 5z (2a) ov
Big — —xsa1+(ys+%) as — 25 as —(az8+cz§;cosﬂ)5(+b(ys+%)5’— (2a) oV
czgsin Bz
By = Tgaj + yg as + 29 as (axg + czgcos B) X+ byg ¥ + czosin 52 (2a) O VI
Bis = —xgay + (yg + %) as — 29 as — (axg + czgcos B) X+ b (yg + %) v - (2a) O VI
czgsin Bz
By = Z10@1 + Y10 @2 + 210 A3 (az10 + cz1pcos B) X + by10 ¥ + cz108in B2 (2a) Ul



Bzo = -—zpai+ (yio+3)a—z0a3 = —(awio+czocosB) X+b(yo+3)§— (2a) Ul
cz198in Bz
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