
Predicted Li2MgH16 300 GPa Structure:
A16B2C hP19 164 2d2i d a-001
This structure originally had the label A16B2C hP19 164 2d2i d b. Calls to that address will be redirected here.
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Prototype H16Li2Mg

AFLOW prototype label A16B2C hP19 164 2d2i d a-001

ICSD none

Pearson symbol hP19

Space group number 164

Space group symbol P3m1

AFLOW prototype command aflow --proto=A16B2C_hP19_164_2d2i_d_a-001

--params=a, c/a, z2, z3, z4, x5, z5, x6, z6

• This structure is predicted to be the zero-temperature ground state of Li2MgH16 at 300 GPa. It is of primarily of interest
because a metastable cubic structure with the same composition is predicted to be superconducting at 250 GPa with
Tc = 430− 473K.

Trigonal (Hexagonal) primitive vectors
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B1 = 0 = 0 (1a) Mg I

B2 = 1
3 a1 + 2

3 a2 + z2 a3 = 1
2a x̂ +

√
3
6 a ŷ + cz2 ẑ (2d) H I

B3 = 2
3 a1 + 1

3 a2 − z2 a3 = 1
2a x̂−

√
3
6 a ŷ − cz2 ẑ (2d) H I

B4 = 1
3 a1 + 2

3 a2 + z3 a3 = 1
2a x̂ +

√
3
6 a ŷ + cz3 ẑ (2d) H II

B5 = 2
3 a1 + 1

3 a2 − z3 a3 = 1
2a x̂−

√
3
6 a ŷ − cz3 ẑ (2d) H II

B6 = 1
3 a1 + 2

3 a2 + z4 a3 = 1
2a x̂ +

√
3
6 a ŷ + cz4 ẑ (2d) Li I

B7 = 2
3 a1 + 1

3 a2 − z4 a3 = 1
2a x̂−

√
3
6 a ŷ − cz4 ẑ (2d) Li I

B8 = x5 a1 − x5 a2 + z5 a3 = −
√

3ax5 ŷ + cz5 ẑ (6i) H III

B9 = x5 a1 + 2x5 a2 + z5 a3 = 3
2ax5 x̂ +

√
3
2 ax5 ŷ + cz5 ẑ (6i) H III

B10 = −2x5 a1 − x5 a2 + z5 a3 = − 3
2ax5 x̂ +

√
3
2 ax5 ŷ + cz5 ẑ (6i) H III

B11 = −x5 a1 + x5 a2 − z5 a3 =
√

3ax5 ŷ − cz5 ẑ (6i) H III

B12 = 2x5 a1 + x5 a2 − z5 a3 = 3
2ax5 x̂−

√
3
2 ax5 ŷ − cz5 ẑ (6i) H III

B13 = −x5 a1 − 2x5 a2 − z5 a3 = − 3
2ax5 x̂−

√
3
2 ax5 ŷ − cz5 ẑ (6i) H III

B14 = x6 a1 − x6 a2 + z6 a3 = −
√

3ax6 ŷ + cz6 ẑ (6i) H IV

B15 = x6 a1 + 2x6 a2 + z6 a3 = 3
2ax6 x̂ +

√
3
2 ax6 ŷ + cz6 ẑ (6i) H IV

B16 = −2x6 a1 − x6 a2 + z6 a3 = − 3
2ax6 x̂ +

√
3
2 ax6 ŷ + cz6 ẑ (6i) H IV

B17 = −x6 a1 + x6 a2 − z6 a3 =
√

3ax6 ŷ − cz6 ẑ (6i) H IV

B18 = 2x6 a1 + x6 a2 − z6 a3 = 3
2ax6 x̂−

√
3
2 ax6 ŷ − cz6 ẑ (6i) H IV

B19 = −x6 a1 − 2x6 a2 − z6 a3 = − 3
2ax6 x̂−

√
3
2 ax6 ŷ − cz6 ẑ (6i) H IV
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