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AB3 oP16 19 a 3a-001
This structure previously used the label(s) AB3 oP16 19 a 3a. Calls to these addresses will be redirected here.
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Prototype Cl3H

AFLOW prototype label AB3 oP16 19 a 3a-001

ICSD 679353

CCDC 2139556

Pearson symbol oP16

Space group number 19

Space group symbol P212121

AFLOW prototype command aflow --proto=AB3_oP16_19_a_3a-001

--params=a, b/a, c/a, x1, y1, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4

• This structure was found via first-principles calculations. The data presented here was computed at a pressure of 100
GPa.

Simple Orthorhombic primitive vectors
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a1 = a x̂

a2 = b ŷ

a3 = c ẑ
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B1 = x1 a1 + y1 a2 + z1 a3 = ax1 x̂+ by1 ŷ + cz1 ẑ (4a) Cl I
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ŷ − cz2 ẑ (4a) H I

B9 = x3 a1 + y3 a2 + z3 a3 = ax3 x̂+ by3 ŷ + cz3 ẑ (4a) H II

B10 = −
(
x3 − 1

2

)
a1 − y3 a2 +(

z3 +
1
2

)
a3

= −a
(
x3 − 1

2

)
x̂− by3 ŷ + c
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