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Prototype B3CsSr

AFLOW prototype label A3B3C_cP14223_c_d_a-001
CCDC 1949948

Pearson symbol cP14

Space group number 223

Space group symbol Pm3n

AFLOW prototype command aflow --proto=A3B3C_cP14_223_c_d_a-001
--params=a

Simple Cubic primitive vectors

al
23
ay; = a b'e
az = a 5’
ag = az

Basis vectors


https://aflow.org/p/FACW
https://aflow.org/p/A3B3C_cP14_223_c_d_a-001

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = 0 = 0 (2a) Srl
B, = %31+%a2+%a3 = %ai—i—%ay—i—%ai (2a) Srl
B, - Lot day - o+ Jaz )  BI
B, = 3a;+1a; = 3a%+ a2 (6¢) B1
Bs = a1+ ay = 30X+ jay (6c) B 1
Bs = fa;+ 2 ay = sa%+ Say (6c) Bl
B, = la)+1a; = lay+taz (6¢) BI
Bs = 1as+ 3a; = lay+3az (6¢) BI
By = a1+ 3ay = j0X+ay (6d) CI
Bio = %al —&-%32 = %af{—&—%ay (6d) CI
Bix = jax+iag = 10y + a2 (6d) Cl
B, = %az—k%ag = %ay—i—%ai (6d) CI
Bis = 1a;+ 1ag = lax+ taz (6d) CI
B = la;+3a, = tax+32a2 (6d) ClI

References

[1] L. Zhu, G. M. Borstad, H. Liu, P. A. Guiika, M. Guerette, J.-A. Dolyniuk, Y. Meng, E. Greenberg, V. B. Prakapenka, B. L.
Chaloux, A. Epshteyn, R. E. Cohen, and T. A. Strobel, Carbon-boron clathrates as a new class of sp>-bonded framework
materials, Sci. Adv. 6, eaay8361 (2020), doii10.1126/sciadv.aay8361.

Found in

[1] Z. Tan, H. Zhang, X. Wu, J. Xing, Q. Zhang, and J. Zhu, New High-Performance Piezoelectric: Ferroelectric Carbon-Boron
Clathrate, Phys. Rev. Lett. 130, 246802 (2023), doi:10.1103/PhysRevLett.130.246802.


https://doi.org/10.1126/sciadv.aay8361
https://doi.org/10.1103/PhysRevLett.130.246802

