Trechmannite (AgAsSy) Structure:
ABC2_hR24 148 f f 2£-001
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Prototype AgAsSy
AFLOW prototype label ABC2_hR24_148_f f 2f-001
Mineral name trechmannite
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ICSD

CCDC

Pearson symbol
Space group number

Space group symbol

AFLOW prototype command

18101
1597658
hR24
148

R3

aflow --proto=ABC2_hR24_148_f_f_2f-001

—~params= a,c/a,xl, Y1,21,%2,Y2,22,T3,Y3,23,T4,Y4, 24

e AgAsSs also occurs as jorthorhombic smithite.

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a; = %ai(— %ajﬂr %ci ? 8
as = %ay + %ci
— _lox_Baovales :
ag = —3aX—-Fay+ 3cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +y1as + 21 as = %a(ml—zl)i—%ga(xl—Zyl +2z1) ¥+ (6f) Agl
(w1 4+y1+21) 2
B, = ziay +x1az +y as = *%CL(%*Zl) X+\[ 2y —y1—21) ¥+ (6f) Agl
*C(xl +y1 +21) 2
By = yra1 +z1a + r1a3 = _%a(xl_yl)x_%a(ml +y1—221) ¥+ (6f) Agl
%0(551 +y1+21) Z
B4 = —Tri1ap —Yyirazx —Zz1ag = 7%(1 (1‘1 72’1) 5(4’? ($172y1+21) S’ (Gf) AgI
%C(ml +y1 +21) 2
Bs = —Zia1 —riaz —yiag = %a(lh —z1) X — %a(%l —y1—21) ¥ — (6f) Agl
sc(m 4y +21) 2
Bg = —yja; — 2y as — r1a;s = %a(xl — Y1) i—l—?a(m—!—yl —221)y — (61) Agl
%C(Il +y1+21) 2
B7 = Toal + Y2 ag + 29 a3 = %a (xg — ZQ) X — %ga (xg — 2y2 + 2’2) }A’ + (6f) As1
tc(mo+y2+22) 2
Bs = zZoay + roas + Y2 A3 = —%a (yg — 22) X+ ‘fa (2.132 Yo — 2’2) y+ (6f) AS I
10(172 —|—y2 + 29) Z
By = Y2a1 +z2az +T2a3 = —%a(fﬂz—yﬁ X— \ég (T2 +y2 — 222) §+ (6f) Asl
tc(wo+yo+22) 2
Big = —Tpa; — Yz as — 22 a3 = —ia(w2—2) %+ ‘fa (xa —2y2+22) § (6f) As1
se(z 2+y2+22) z
B = —Z2a1 — 228z —Y2a3 = %a(yg —2) R — %0(2392 —Y2—22) § - (6f) As 1
%C(xz + Yo+ 22) Z
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Bi: = —Y2a; — zpaz — Tz a3 = ja(z2—y2) X+ ? (22 +y2 —22) § — (6f) Asl
%C (2 + ya2 + 22) 2

Bis = r3a; +yszas + 23a3 = %a(m?,—zz%)f(—ﬁ (x3 —2y3 +23) ¥ + (6f) S1
tc(ws+ys +23) 2

Bia = Zz3a; + r3az +ysas = —%a(ys—ze»)x‘*‘fa(2333_y3_23)y‘*‘ (6f) S1
se(x3+ys+ 23) 2

By = Yysay + zzas + r3as = —%a(x3—y3) X— \6[ (z3 +ys —223) §+ (61) S1
tc(ws+ys+23) 2

Blﬁ = —Z3a] —Ysaz — zZ3Aas == —%a ($3 - 23) + \[a’ ($3 - 2y3 + Z3) (6f) S I
3¢ (a3 £ Ys + 23) 2

Bir = —z3a1 — T3az — Y3 a3 = jalys— =) X~ FPa(2rs—ys —2) § - (6) 51
tc(ws + Y3 + 23) 2

Bis = —Yys3a; — zz3a — T3 as =  ja(ws—y3) X+ ?a (23 +y3 —223) § - (6£) S1
3¢(23 +ys + 23) 2

By = T4a1 +ysas + 2483 = %a(u —24) X — %ga(m —2ys+z1) ¥+ (61) S1II
sc(za+ys+21) 2

Bao = Zga; +T4a2 +Yysa3 = 30 (ya — 21) % f a(2rs —ys—2z) §+ (6£) S
%6(964 + Ys+24) Z

B2:1 = Ysa +24a2 + 423 = —3 (x4fy4)ﬁ—§a(x4+y4f224)§’+ (6£) S
tc(za+ys+z) 2

Bax = —Z4a1 —Ysa2 — 2Z4a3 = —%a (T4 — 24) X+ %a (T4 —2ya+ 24) §— (6f) S
sc(atys+2) 2

B2z = —Z4a1 —T483 — Ysa3 = a(ys—2z) X — \/65(1 (224 —ya — 21) § — (6) S
%C (1174 +ys + 2'4) Z

Boy = —ysa; — z4a — T4a3 = %a (r4 —ys) X+ %a (Ta+ys—22)y - (6f) SII
sc(xa+ys+2) 2
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