H3Cl (400 GPa) Structure:
AB3 mP16.10 mn 3m3n-001

This structure previously used the label(s) AB3.mP16_10_mn_3m3n. Calls to these addresses will be redirected here.
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Prototype ClH3
AFLOW prototype label AB3_.mP16_10_mn_3m3n-001
Pearson symbol mP16
Space group number 10
Space group symbol P2/m

AFLOW prototype command aflow --proto=AB3_mP16_10_mn_3m3n-001
—~params=a, b/CL, C/a7 ﬁv L1,21,X2,22,X3,23,L4,24,L5,25,L6,26,L7,27,L8, 28

e This structure was found via first-principles calculations. The data presented here was computed at a pressure of
400 GPa.

e (Zeng, 2017) do not provide a value for 3, so it is assumed to be near 90°. Using exactly 90° results in space group
Pnnm #58, so we set 5 = 91°, yielding the proposed space group P2/m #10.

Simple Monoclinic primitive vectors
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S22
a; = aX
as = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a + 2z a3 = (ax1 + cz1cosf) X+ czysin Bz (2m) Cll
B, = —x1a] — 21 a3 = —(ax1 4+ cz1co8B) X —cz18in S 2 (2m) ClI
B; = Toay + z0 a3 = (axg 4 czocos B) X + czosin f 2 (2m) HI
B, = —Zoaj — 2 a3 = — (azg + czocos B) X — czosin f 2 (2m) HI
By = T3ay + z3 a3 = (axs + czzcos ) X+ czzsin Sz (2m) HII
Bsg = —x3a] — 2343 = — (ax3 4 czzcos B) X — czzsin S 2 (2m) HII
B, = T4a1 + z4 a3 = (axy + cz4co8B) X+ cz48inf 2 (2m) H III
Bsg = —T4a; — 24 a3 = —(azy 4+ cz4co8B) X — cz48in f 2 (2m) H III
By = T5ag + %32 + z5 as = (axs + czscos B) X + %by—i—czg sin 3 (2n) Cl1I
Bio = —xsa; + % ar — 25 as = —(aws+cz5co8f8) X+ %by —cz58in B2 (2n) ClII
Bi1 = Tgay + %32 + 2 as = (axg + czgcos B) X + %bercz(; sin 8 Z (2n) HIV
B, = —Tga; + %ag — zg a3 = — (azg + czg cos B) X + %by—ch sin Bz (2n) HIV
Bz = r7ag + %32 + z7 as = (ax7 + czrcos B) X + %by—l—czw sin B (2n) HV
Bis = —z7a; + ay — 27 a3 = —(awr +czcos f) R+ 3by — corsinf2 (2n) HV
By = rga + %ag + zg a3 = (axs + czgcos B) X + %berczS sin 8 Z (2n) H VI
Big = —zga; + %3.2 — zg a3 = — (axg 4+ czgcos B) X + %by—czg sin Bz (2n) H VI
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