Empressite (AgTe) Structure:
AB 0P32 62 2cd 2¢d-001
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Prototype AgTe

AFLOW prototype label AB_0P32_62_2cd_2cd-001
Mineral name empressite

ICSD 55237

CCDC 1619554

Pearson symbol oP32

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB_oP32_62_2cd_2cd-001
—~params=a, b/a7 C/a7 T1,21,X2,22,X3,23,L4,24,T5,Y5,25, L6, Y6, 26

e (Bindi, 2004) give the structural information in the Pmnb setting of space group #62. We used FINDSYM to transform
this to the standard Pnma setting.
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Simple Orthorhombic primitive vectors

az\j;al
a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a1 + 3 as + 21 a3 ar1 X+ 1by +cn 2 (4c) AglI
B, = —(z71—3) a1+ 3as+ —a(z1—3) X+3by+c(za1+3) 2 (4c) Agl
(=1 +3) as
B; = —zia; + % ar — z1 a3 —ar1 X+ %by —cz1 2 (4c) Agl
B, = (acl—i—%)al—i—iag—(zl—%)ag a(xl—i—%))‘(—i—%by—c(zl—%)i (4¢) Agl
By = Toag + iag—l—zgag asr:gfc—i—%by—f—czgi (4c) Ag Il
Bg = —($2—%) al+%ag+ —a(xg—%)fc—k%by—kc(@—i-%)i (4¢) Ag Il
(22 +3) as
B, = —T9a; + % ar — zp a3 —azre X + %by — 292 (4c) Ag II
Bsg = ((E2+%) a1+iaz—(22—%) as a(xg—l—%))‘(—i—%by—c(zg—%)i (4¢) Ag II
By = T3a; + 3 as + 23a3 arzX+ 1by +c232 (4c) Te I
B = —(583—%) a1+%ag+ —a(m—%);‘c—k%bff—kc(?&g—l—%)i (4¢) Te I
(z3+3) a3
B = —z3a; + % ar — z3 a3 —axr3 X+ %by —cz37Z (4c) Te I
B> = (mg,—l—%) a1—|—ia2—(23—%) as a(xg—l—%)i—i—%by—c(zg—%)i (4c) Te I
Bis = Ty4a1 + 5 as + 2483 ars X+ 1by +c22 (4c) Te 11
B = 7(1475) a1+%a2+ fa(x4f%)5<+%by+c(24+%)2 (4¢) Te 11
(22 +3) as
By = —z4a; + % ar — z4 a3 —azra X+ %by — 242 (4¢) Te 1I
Big = (m—i—%) a1+iag—(z4—%) as a(m—l—%)i—i—iby—c(zé;—%)i (4c) Te II
By = Tsay + ysas + 25 ag axs X+ bys ¥ + cz5 Z (8d) Ag 11T
Bis = 7(:1:575) a; —ysas + —a (9357 %) )‘(fby5§'+c(zs+%) Z (8d) Ag III
(2 +3) as
Big = —x5a; + (y5 + %) as — z5as —arsX+0b (y5 + %) Y —cz52 (8d) Ag III
By = (x5+%)a1—(y5—%)a2— a(%—l—%)i—b(gﬁ—%)y—c(%—%)i (8d) Ag IIT
25— 3) a3
By = —X5a; — Y5 as — 25 ag —arsX —bysy — cz52 (8d) Ag 11T
By = (x5+%) a1+y5a27(z5 — %) as a(x5+%) )Ac+by5§/fc(z5 — %) Z (8d) Ag II1
Bos = Tsa; — (y5 — %) as + z5 as arsX —b (y5 — %) V+eczsz (8d) Ag III
Bay = —(z5—3)ar+ (ys+3) as+ —a(zs—3) X+b(ys +3) §+c(z+ 1) 2 (8d) Ag III
(25 + 3) as
Bos = Teay + Yg as + 26 as axe X + by y + cz¢ Z (8d) Te I11



Bog = 7(1’67%) a; —ygas + = —a (x(;f %) f(fbyﬁijrc(zGJr%) Z (8d) Te III
ze + %) as

By = —zga + (Y6 + 3) a2 — z6 a3 = —azeX+b(ys+3) § — cz6 2 (8d) Te 111

Bogs = (x(;—&—%)al—(y—%)ag— = a(xg—l—%)fc—b(y—%)y—c(z—%)i (8d) Te 111
(26 — 3) as

B2y = —Tg a1 — Y Az — 26 A3 = —azeX — bye ¥ — cz6 2 (8d) Te I

Bso = (z6+3) aitysaz—(z—3) as = a(vs+3) X+byey —c(z6—3) 2 (8d) Te 111

B3, = Teap — (yg - %) as + 2 as = aregX —b (y6 - %) V+cziz (8d) Te III

B3z, = - (ajg — %) a; + (y6 + %) aa+ = -—a (1:6 — %) X+b (yG + %) v+c (26 + %) Z (8d) Te III
(o 3) a0
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