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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

CusTiz
A3B2.tP10-129_3c_2¢-001
103133

tP10

129

P4/nmm

aflow —--proto=A3B2_tP10_129_3c_2c-001
~-params=a, C/a’, 215225 235 24, 25

Simple Tetragonal primitive vectors

al

R %2 a3
a; = ax
~ 2 ¢ O o O 5
a2 = ay Po e 0% %
N
ag = ¢ Z
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ial—l—iag—l—zlag = iai—i—%ay—i—czli (2¢) Cul
B, = Sa;+3a;— 2z a3 = Sax+3ay—cn2 (2c) Cul
B; = %314’%&24’2233 = %achr%aerczzz (2¢) Cu Il
B, = %al—i—%ag—zQag = %ai—i—%ay—czgz (2¢) Cu Il
B; = %al—l—%ag—l—zgag = iai—i—iay—i—czgz (2¢) Cu III


https://aflow.org/p/T7XE
https://aflow.org/p/A3B2_tP10_129_3c_2c-001

T ak + Jag - ot @) cum
Br = a1+ iast+za; = TaX+ ay +cznz (2¢) Til
Bs = S3a;+3a;—z2a3 = jax+fay —cuz (2¢) Til
By = Jai+as +zas = jaXk+jay +ex2 (2¢) i
Bro =  mtlmoma - ax + dag — ot @ m
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