H3S (5 GPa) Structure:
A3B 0l32 23 ef2k k-001

This structure previously used the label(s) A3B_oI32_23_ij2k k. Calls to these addresses will be redirected here.
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Prototype H3S

AFLOW prototype label A3B_ol32_23_ef2k k-001
Pearson symbol ol32

Space group number 23

Space group symbol 1222

AFLOW prototype command  aflow --proto=A3B_oI32_23_ef2k_k-001
—~params=a, b/a7 C/a7 x1,T2,T3,Y3,23,T4,Y4,24,T5,Y5, <5

e This structure is found in H3S in the pressure range 3.5-17 GPa. The data presented here was taken at 5 GPa.

Body-centered Orthorhombic primitive vectors
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ap = —iaX+3by+ jc2
ax; = %a&f%by+%ci
ag = %af{—i— %by — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1as + 1 as ar1 X (4e) HI
B2 = —X1ag —T1as —aly X (46) HI
B = la;+ (224 1) ax+asa3 ary X + 5ci (4f) HII
By, = ta;— (z2— 1) ax— x5 —aza X+ 1c2 (4f) HII
B = (y3 + 23) a1 + (v3 + 23) as + arz3X +bysy +cz32 (8k) H III
(z3 +y3) a3
BG — — (yg — 23) a; — ($3 — 2'3) as — *axg)'\{ — byg 5’ + cz3 7 (81{) H III
(z3 +y3) a3
B, = (y3 — 23) a1 — (v3 + 23) as — —ax3X+bysy — c23% (8k) H III
(z3 —y3) a3
Bs = —(y3+z3)a+(r3—23) az+ ar3X —bysy — cz3Z (8k) H III
(z3 —y3) a3
By = (ya + 2z4) a1 + (4 + 24) @2 + ary X +bys ¥ + cz4 Z (8k) HIV
(T4 +va) a3
Bio = —(ya—24) a1 — (w4 —24) a2 — —aryX — by, y +cz42 (8k) HIV
(4 +ya) a3
Bix =  (ya—2s)ar — (v4+ 24) ag — —azg X+ bys ¥ — c2 Z (8k) HIV
(24 —ya) a3
Biz = —(ya+tz4) a1+ (x4—24) az+ arsX —bys§ — 242 (8k) HIV
(r4 —ya) a3
Bis = (ys5 + 25) a1 + (v5 + 25) az + arsX +bys ¥ + c252 (8k) S1
(x5 +ys) a3
B14 = —(y5 —25) a; — (1‘5—25) as — —ax55<—by5y+c,25i (Sk) ST
(x5 +ys) a3
Bys = (ys — 25) a1 — (x5 + 25) az — —arsX+bys y —cz52 (8k) S1
(x5 —ys) a3
Bie = —(ys5+2;5) a;+ (v5— 25) as + arsX —bysy — cz5 2 (8k) ST
(x5 —y5) a3
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