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Prototype Hg7 K5

AFLOW prototype label AT7B5_0P48_57_c3e_5d-001
ICSD 104304

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, L2,Y2,23,Y3, T4, Y4, L5,Y5, L6, Y6, L7, Y7, 27, T8, Y8, 28, L9, Y9,
29

Simple Orthorhombic primitive vectors

ay; = ax
ag = by
ag = CZ

Basis vectors
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Lattice
coordinates

xlal—&—iag
—z1a;+3ay + ;a3
—xlal—l—%ag
$131+i32+533
Tpay +yzay + §ag
—zpa; — Y22y + 5 a
—x2a; + (szr%) aQJr%as
Toay — (yz—%) a2+%a3
zgay +ysas + §as
—T3ay —y3a2—|—%a3
—xza; + (y3+%) aQJr%as
zza; — (ys — 3) a2 + § as
rya; +ysaz + §as
—T4ay —y4a2+%ag
—r4a; + (y4+%) a2+%a3
zga; — (ya— 3) az + 3 ag
Tsay +ysas + § as
—Tsa —y532+%a3
—Zsap + (y5+%) a2+ia3
zsay — (ys — 3) a2 + 2 ag
Teay + ysaz + ; as
—Te A1 —y632+%a3
—Zgay + (y6+%) a2+%a3
Tear — (%-%) a2+%a3
T7ay +Yyrag + 27 as
—Trair —yrag + (Z7+%) az
—T7a; + (y7+ %) ag —
(27— 3) as
Tray — (y —%) Az —zrasg
—Z7a] —Yraz —2rag
Trap +yraz — (27*%) as
zrar—(yr — 3) az+ (27 + 3) as
—z7ay + (yr +3) az + 27 a3
Irg ay +y8a2+2833
—Tgar —ygaz + (Z8+%) as
—zgar + (ys+ 3) az —
28_%) as
Trgay — (ys—%) a2 — zgaz
—Zga] —Ysaz — 2gay

Tgap +ysaz — (28*%) as

Cartesian
coordinates

axlfi—&-iby
—axlfc—I-%be—i— %ci
—axlfc—&—%by
axlfc—i-%by—i—%ci
aro X+ by ¥ + ici
—axaX — by ¥ + %ci
fax2£+b(y2+%) y+%ci
axgi—b(yg—%) y—ﬁ—%ci
axsX +bys § + tcz
—ar3X—bysy + %ci
—arzX+b(ys +3) ¥+ tez
arsk—b(ys —3) ¥+ 3c2
ars X +bys y + ici
—azs X —bys ¥ + 3c2
—azaX+b(ya+3) ¥+ tez
araX —b(ys—3) ¥+ 3c2
axrs X+ bys § + ici
—azs X —bys ¥ + 3c2
—arsX+b(ys +3) ¥+ tez
ax5§<—b(y5—%) y—&-%ci
azeX + bys ¥ + Fcz
—azeX —bys ¥ + 3c2
—azgX+b(ys+3) ¥+ tez
argX —b(ys—3) § + 3c2
ax7 X +byr ¥ + cz7 Z
—ax7§<—by7§7—|—c(Z7+%) Z
—ar;X+b(yr+3)y—c(er—3) 2

a:mfc—b(y — %) V—czz
—ax7X — by y —czr 2
a:z:7§<+by7yfc(27—%) Z
amfc—b(y —%) S’+C(Z7+%) Z
—aac7§c+b(y7+%) y+czr
axrg X + bys ¥ + cz28 Z
—azsX —bysy +c(zs+3) 2
—axg)‘(—l—b(yg—i—%) y—c(ZS—%) Z

aa:gfc—b(yg—%) Y —czsZ
—axgX —bys § —czz 2

angchbygyfc(sz%) Z

Wyckoff
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Atom
type
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B3y = :vgalf(ygf%) a2+(z8+%) ag = aasgfcfb(ysf%) §f+c(28+%) Z (8e) Hg III
By = —zga; + (yg + %) as + 2zg as = —axgX—+0b (yg + %) ¥+ cz2 (8e) Hg III
Bua = ZTgaj + Yo as + 29 as = argX + bygy + czg Z (8e) Hg IV
By = —Tga; — ygas + (zg + %) as = —argX —bygy +c (zQ + %) Z (8e) Hg IV
Bis = —xgay + (yg + %) ag — = —axgX+0b (yg + %) y—c (Zg — %) Z (8e) Hg IV
20— 1) ag
By = Tga; — (yg — %) as — zg as = a;vgfc—b(yg — %) YV —czZ (8e) Hg IV
By = —Tgay — ygas — 29 a3 = —axgX —byg§ — cz9 Z (8e) Hg IV
B = Tgay +Ygag — (29 - %) as = argX +bysy —c (29 - %) Z (8e) Hg IV
By = "Egal*(yg*%) a2+(29+%) ag = (lil'gf(fb(yg*%) y+c(29+%) Z (8e) Hg IV
Bus = —zga; + (yg + %) as + 29 as = —argX+b (yg + %) ¥+ czg2 (8e) Hg IV
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