Hg7Hgs Structure:
ATB5 0P48 57 c3e 5d-001
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Prototype Hg7Ks

AFLOW prototype label AT7B5_0P48_57_c3e_5d-001
ICSD 104304

CCDC 1662220

Pearson symbol oP48

Space group number 57

Space group symbol Pbem

AFLOW prototype command aflow —-proto=A7B5_oP48_57_c3e_5d-001

——params=a,b/a,c/a,:r1, T2,Y2,%3,Y3,T4,Y4,T5,Y5, L6, Y6, L7, Y7, 27, L8, Y8, 28, L9, Y9,
29
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Simple Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ria; + % a = ari X+ %by (4¢) Hg 1
B, = —xlal—f—%ag—i—%ag = —axli—i—%by—l—%ci (4¢) Hg I
Bs —z1a; + % as = —ar1 X+ %by (4c) Hg I
B, = J;lal—&-iaQ—&—%ag = axl)”(—l—iby—i-%ci (4¢) Hg I
Bs = x2a1+y2a2+%ag = ax2>“(+by2y+icﬁ (4d) KI
Bg = —T9ay —ygag—i—%ag = —azgﬁ—bygy—i—%ci (4d) KI
B~ —xgal—l—(yg—i—%) ag—i—iag = —amgfc—i—b(yg—&—%)y—&—%ci (4d) KI
Bsg = xgal—(y —%) a2—|—%a3 = angc—b(y —%)y+%c2 (4d) KI
By = r3a; +yzas + iag = ax3X +by3y + %cﬁ (4d) KII
Bio = —x3a; —ysas + %ag = —ar3X —bysy + %ci (4d) KII
B1: —zza;+ (ys+3) az+ a3 = —az3X+0b(ys+3) ¥+ c2 (4d) K 1II
B, = zsa; — (ys — 3) a2 + 3 ag = arsX—b(ys — 3) ¥+ 3cz (4d) K 1I
Bz = Tga) +ygag + %ag = axs X +bys v + %02 (4d) K III
By = —zga; —ysaz + S ag = —azs X —bysy + 3c2 (4d) K III
Bis = —zga1+ (ya+3) az + § as = —azgX+b(ya+3) §+ ¢z (4d) K III
Bis = zgar— (ya— 3) ax + 3 ag = ars X —b(ys — 3) §+ 3cz (4d) K III
By = Tsay + ysas + iag = axs X+ bys ¥ + ici (4d) KIV
Bis = —r5a; — ysas + %ag = —arsX —bys y + %ci (4d) K1V
By = —x5aq + (y5—|—%) a2—|—%a3 = —ax55c+b(y5+%) 5/—&—%02 (4d) K1V
By = x5a17(y5f%) a2+%a3 = axsfcfb(y f%)y+%ci (4d) K1V
B>y = x6a1—|—y6a2+ia3 = ax6i+by6y+ici (4d) KV
By = —zTga; — ygas + %ag = —azrgX —bygy + %ci (4d) KV
Bos = —x6a1+(y6—|—%) a2—|—ia3 = —axﬁfc—kb(y(g—&—%) y—&—ici (4d) KV
Boy = xﬁalf(ygf%) a2+%a3 = axﬁfcfb(y f%)y+%ci (4d) KV
By = T7ay + yras + z7as = ax7 X +by: ¥ + cz7 (8e) Hg II
By = —z7a; —yras + (27 + %) as = —ar7X—byry+ec (z7 + %) 2 (8e) Hg II
By = —zra; + (yr +3) a2 — = —ar;X+b(yr+3)y—c(zr—3) 2 (8e) Hg II

(21 = 3) as



B2s = zray — (yr — 3) az — 27 a3

B2g = —Z7a; —Yraz —27a3
B30 = z7a; +yrag — (27 — 3) a3

_ 1 1
Bsi = arai—(yr—3) ax+(2r+3) &
Bs: = —wrai+ (y7+3) ax+ 27a3
Bss = zrgay +ysag + zg ag
B3s = —rzga; —ysas + (2 + 3) as
Bss = —wgar + (ys + 3) az —

zZ8 — %) as

_ 1
Bss = zsa; — (ys — 3) a2 — zg ag
Bs7 = —Iga; —Ysaz — 2583
Bss = zgay +ysas — (25 — 3) as

_ 1 1
Bsg = asa;—(ys—3) ax+(zs+3) as
Bso = —zza; + (ys+3) a2 + zs a3
By = Tgay + Yo az + 2o as
By = —zga; —Yoas + (2 + 3) as
By = —zgar + (yo + 3) az —

(20— 3) as
By = z9a; — (yo — 3) as — 29 a3
Bsys = —Zgay — Yo az — Zg A3
B46 = Tg ay + Y9 as — (Zg — %) asz
B = _ _1 1
ar ZTgay (yg 2) 32+(29+2) ag
Bss = —zgar + (yo+ 3) a2 + 20 a3
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crystal  structure of KsHg;, Acta Cryst.
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