H3Cl (50 GPa) Structure:
AB3 mC16_15 e af-001

This structure originally had the label AB3.mC16_15_e_cf. Calls to that address will be redirected here.
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Prototype ClH;

AFLOW prototype label AB3.mC16_15_e_af-001
ICSD 671644

Pearson symbol mC16

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=AB3_mC16_15_e_af-001
——params=a, b/aa c/a, 67 Y2,3,Y3, 23

e This structure was found via first-principles calculations. The data presented here was computed at a pressure of 50 GPa.
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = 0 - 0 (4a) HI
B, = 3 ag = jccos R+ esin 2 (4a) HI
B; = —yza1 +y2a + § a3 = jecos fX+bya§ + fesin B2 (4e) Cl
By = ygal—ygaQ—l—%ag = %ccosﬂi—bygy—i—%csinﬁi (4e) Cll
B; = (x3 —y3) a1 + (23 + y3) as + = (axs + czzcos B) X+ bys§ + czzsin 52 (8f) HII
Z3 as
Be = —(z3+ys)a—(z3—y3)a— = — (az3+c (23 — 1) cosB) X+ byz § — (8f) HII
1 1 . N
z3— 3) ag c(z3— 3)sinfBz
Br = —(z3—y)a—(z3+ys)az— = —(az3+cezcosf)X—bysy —cz3sinfz (8f) HII
Z3 as
Bs = (z3+ys)ar+(z3—ys3)a+ = (axs +c(z3+ 5) cos B) X —bys§ + (8f) HII
(33“'%) as 6(23—1—%) sin 82
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