Troilite (FeS) Structure:
AB hP24 190 i ath-001

This structure previously used the label(s) AB_hP24_190_i_afh. Calls to these addresses will be redirected here.
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Prototype FeS
AFLOW prototype label AB_hP24_190._ath-001
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Mineral name troilite

ICSD 633296
CCDC 2137745
Pearson symbol hP24
Space group number 190
Space group symbol P62c

AFLOW prototype command aflow --proto=AB_hP24_190_i_afh-001
—~params=a, C/av 22,X3,Y3, T4, Y4, 24

Hexagonal primitive vectors

a3
a3 = %afc — ?ay
a; = gaX-+ ?ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) S1
B, = 1 ag = scz (2a) SI
By = Jai+3as+zmag = 30X+ ay +en? (46) ST
B, = laj+2a,— (22— 1) ay = lag+Bayg—c(n—1)2 (4f) S
By = 2a;+ta;—2ay = tax—ay —cz2 (4f) S II
Bg = 2a;+3as+ (22+3) a3 = lax—Yag+c(n+i)z (4f) S
B, = r3a; +yzag + %213 = %a (x5 +ys) X — @a (x3—ys3) ¥+ %ci (6h) S 111
Bs = —ysar + (23 —y3) ax + L ag = la(zs —2ys) X+ @axg y+icz (6h) S III
By = - ($3 - ys) a; —xzaz + ia:s = —%a (223 — Z/S) X— ?aygy + iCi (Gh) S I
Bio = ysa; +azaz + 5 ag = sa(z3+ys) X+ ?a (23 —y3) §+ 5c2 (6h) S I
Bi1 = (x5 —y3) a1 —ysas + S a3 = 3a (3 —2ys) X — §a$3 y+ 5z (6h) S I
B = —z3a; — (x5 —y3) a2 + 5 a3 = —%a(2z3 —y3) X+ ?aygy +3cz (6h) S IIT
Bis = T4a) +ysag + 24 a3 = %a(x4+y4) X — ?a(m —ys) §+czaZ (12i) Fel
By = —ysai + (T4 — ya) a2 + 24 a3 = sa(wy —2ys) X+ @am V+czz (12i) Fe I
Bis = — (x4 —y4) a1 —x489 + 2483 = f%a (224 —ys4) X — @am V+cuz (12i) Fel
Bise = Tgay +Ysaz — (Z4 - %) as = %a (T4 +ys) X — @a (T4 —ya) § — (12i) Fel
clzq — %) Z
Biz = —Ysai + (3341; Ya) az — = ga(za—2ys) X+ @MMS’ —c(za—3) 2 (12i) Fe I
24— 5) ag
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Bis = — (x4 —y4) a3 —x4a9 — = —la@ws—ys) %— @ayéljf —c(u—13%)2 (12i) Fe I
(24— 3) as

Big = ysar + 482 — 2423 = fa(za+y) X+ @a (T4 —ya) § —cza2 (12i) Fe I

B20 = (x4 — y4) a] —YsAdr — zZ4 a3 = %a (1‘4 — 2y4) X — @G;.’LA y — CZ4 Z (12i) Fe 1

B21 = —T4a; — (I4 — y4) ag — zZ4 A3 = —%a (2564 — y4) )A( + §Qy4y — 8242 (121) Fe I

Bax = Ysay +T4a2 + (Z4 + %) as = %a (r4 +ys) X+ ?a (r4 —ys) §+ (12i) Fe I

c (24 + %) Z

Bes = (za—wys)ar—ysac+(za+3) a3 = ia(ws—2y) K- @am& +c(za+3) 2 (12i) Fe I

B24 = —T4qa; — (564 — y4) as + = —%a (2134 - y4) }A(—F §Gy4y +c (24 + é) Z (121) Fel
(24 +3) a3
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