H3Cl (20 GPa) Structure:
AB3.mC16.9 a_3a-001

This structure previously used the label(s) AB3_.mC16_9_a_3a. Calls to these addresses will be redirected here.
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AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

AB3.mC16.9_a_3a-001
671645

1931028

mC16

9

Cc

aflow --proto=AB3_mC16_9_a_3a-001

“Params:aab/a70/a,67$17y17 21,22,Y2,22,T3,Y3,23, T4, Y4, 24
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e This structure was found via first-principles calculations. The data presented here was computed at a pressure of 20 GPa.

Base-centered Monoclinic primitive vectors

a3 = %a)“( — %by
= ezl —=
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, (r1 —y1) a1 + (71 +y1) a2 + (azy +czicos B) X +by1 § + cz1sin B2 (4a) Cll1
Z1 as
B, (x1 +y1) a1 + (z1 —y1) as + (cw:l +c (z1 + %) cos B) X—by1y+ (4a) ClI
(21+3) a3 c(z1+3)sinBz
Bs (2 —y2) a1 + (2 +y2) az + (azg +czacos B) X + by2 § + czasin B2 (4a) HI
Z2 as
B4 (xo +y2) a1 + (w2 — y2) ag + (aza +c(z2+ 3)cosB) K —by2§ + (4a) HI
(Z2+%) az C(Zz—f'%) sin 3z
Bs (x3 —y3) a1 + (3 + y3) as + (ax3 + czzcos B) X+ bys § + cz3sin S 2 (4a) HII
Z3 as
Bs (z3 +ys) a1 + (z3 — y3) ag + (azs +c (23 + §)cos ) X —bys § + (4a) HII
(23 +3) a3 c(z3+ %) sinBz
B, (x4 —ya) a1 + (x4 +y4) a2 + (axy + czqcos8B) X+ bys§ + cz4sin 5z (4a) H III
Z4 A3
BS (174 + y4) a; + (134 — y4) as + (ax4 +c (2’4 -+ %) COS B) X — by4 y + (4&) H III
(21 +3) a3 c(z+ %) sinBz
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