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• The D-I (16k) site has a small number of vacancies (0.4%).

• The D-II (16k) site is 44.7% occupied.

• Removing all of the deuterium atoms makes this isostructural with β-V3S.
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4a ŷ (8h) P I

B2 = −
(
x1 − 1

2

)
a1 +

1
4 a2 = −a

(
x1 − 1

2

)
x̂+ 1
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ŷ + 3
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ŷ + 1

4c ẑ (8j) Zr II

2

http://aflow.org/prototype-encyclopedia/AB3_tP32_133_h_i2j-001


B25 = x4 a1 + x4 a2 +
1
4 a3 = ax4 x̂+ ax4 ŷ + 1
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B38 = x5 a1 −
(
y5 − 1

2

)
a2 − z5 a3 = ax5 x̂− a

(
y5 − 1

2

)
ŷ − cz5 ẑ (16k) D I

B39 = y5 a1 + x5 a2 −
(
z5 − 1

2

)
a3 = ay5 x̂+ ax5 ŷ − c
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ŷ + c

(
z6 +

1
2

)
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ẑ (16k) D II

B57 = −x6 a1 − y6 a2 − z6 a3 = −ax6 x̂− ay6 ŷ − cz6 ẑ (16k) D II
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