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AFLOW prototype command
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aflow --proto=AB2C2_0C20_36_a_2a_2a-001
--params=a, b/a, c/a,y1,21,Y2, 22, Y3, #3, Ya, 24, Y5, 25


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/DWXJ
https://aflow.org/prototype-encyclopedia/AB2C2_oC20_36_a_2a_2a-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=68459&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1630381&DatabaseToSearch=Published

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —Y1a1 +yiaz+ z1as = by ¥ +cz z (4a) Cul
B = yra; —yras + (21+%) asz = —by15'+0(zl + %) Z (4a) Cul
Bs = —Yy2a1 + Y222+ 2223 = bys ¥ +cz0Z (4a) HI
By = y2a1 —yoaz + (22 + 3) as = —by2§+c(z2+3) 2 (4a) HI
B; = —Yyzai +Yysaz +z3a3 = bys§ + cz3 2z (4a) H 1T
B = ysar —ysaz + (23 + 3) as = —bysy +c(zs+3) 2 (4a) HII
B = —Ysa1 +ysaz + 2423 = bys § + cz4 2 (4a) 01
Bs = yaar —ysaz + (2 + 5) as = —bysy +c(za+3) 2 (4a) 01
By = —Ysai +Ysaz + z5a3 = bys § + c25 Z (4a) on
Bio = ysar — ysaz + (25 + 3) as = —bys§+c(zs+ 1) 2 (4a) oIl
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