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

This structure previously used the label(s) AB3 mC16_15_e_cf. Calls to these addresses will be redirected here.
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Prototype ClH3
AFLOW prototype label AB3.mC16_15_e_af-001
ICSD 671644
CCDC 1931027
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/a,c/a, B8, y2, T3, 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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Base-centered Monoclinic primitive vectors

af’i/ a2
a; = lax—iby
1 &, 114 %
a; = saX+ sb T
2 2 20y ‘;6,\,_
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) HI
B, = 1aj = lccosBR+ fcsinfBz (4a) HI
B; = —ys ay +y2a2+ia3 = %ccosﬁ&—i—bygy—i—icsinﬁi (de) ClI
B, = ygal—ygag—k%ag = %ccosﬁi—bygy—l—%csinﬁi (4e) ClI
Bs = (zz3—wy)art(zztys)at+ = (az3 + czzcos ) X+ bys § + czzsin 32 (8f) H 1T
Z3as3
Bs = —(r3+ys)a—(r3—ys)as— = —(axg—&-c(z;g—%) COSB) X+ bysy — (8f) HII
z3—%) as C(Zg—%)SiHBi
By = —(z3—ys)ar—(x3+ys)az— = —(axz+czzcosf)X—bysy — czzsinf[z (8f) HII
Z3a3
Bs = (z3twy)art(zz—ys3)a+ = (aws 4 c (23 4+ 3) cosB) X — bys§ + (8f) H I
(z3+3) as c(z3+ %) sinBz
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