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Prototype NigTasTes
AFLOW prototype label A3B2C5_0P40_-62_3c_2¢_5¢-001
Pearson symbol oP40
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A3B2C5_oP40_62_3c_2c_5c-001
—~params=a, b/a', C/CL, T1,21,%2,22,X3,23,T4,24,T5,25, L6, 26, L7, 27, L8, 28, L9, 29, L10,
210

Other compounds with this structure
TagPdgTe5
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Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = mla1+%a2+zla3 = axlf(Jr%berczli (4¢) Nil
B, = —(:El—%) al—s—%ag—&— = —a(xl—%)fc—i—%by—i—c(zl—i—%)i (4¢) Nil
(z1 + %) as
B; = —z1a;+ 3a; — 2 a3 = —az1 X+ 30§ — 2 2 (4c) Nil
B, = (m1+%)a1+ia2—(z1—%)a3 = a(x1—|—%)5c—|—ib§f—c(z1—%)2 (4¢) Nil
By = x2a1+%a2+22a3 = axg)*(JriberczQi (4¢) Ni II
B = —(z2—3) a4+ 2ay+ = —a(r2—3) R+ 20y +c(z2+3) 2 (4c) Ni I
(22 + %) as
B, = —z2a1 + 3a; — 2 a3 = —azo X+ 3b§ — 22 (4c) Ni II
Bg = (z2+%) a1+%a27(2275) az = a(x2+%)§<+%byfc(227%)2 (4¢) Ni II
By = r3a + i ar + z3 a3 = ax3 X + iby + cz23 % (4¢) Ni III
Bio = —(.Tg—%) al—&—%ag—&— = —a(acg—%)fc—i-%by—i—c(zg—i—%) Z (4c) Ni III
(23 + %) as
Bi:1 = —z3a; + 2a; — 2323 = —ax3 X+ 20y —c232 (4c) Ni III
B = (:v3+%) a1+ia27(23f%) a3 = a(x3+%)ﬁ+ibyfc(23f%) Z (4¢) Ni III
Bz = x4a1—|—ia2+z4a3 = ax45<+%by+cz42 (4¢) Ta I
B4y = —(m—%) al—&—%ag—&— = —a(m—%)f{—i—%by—i—c(&;—i—%)i (4c) Ta I
(24 + 3) a3
Bis = —r4a; + % as — z4 a3 = —ars X+ %by —C24 2 (4¢) Ta I
Big = (x4+%) a1+ia27(z4f%) az = a(x4+%)i+%byfc(z4f%)i (4¢) Ta I
By = Tsag + iag—f—Zg, as = axs X + %by+cz5i (4c) Ta II
Bis = —(%—%) al—&—%ag—&— = —a(m;,—%)fc—i—%by—l—c(%—i-%)i (4c) Ta II
(25 + 3) as
By = —xsa; + % ar — 25 as = —axs X + %by —cz5 7 (4¢) Ta II
By = (xg,—l—%) a1+ia2—(z5—%) az = a(x5+%)i+iby—c(z5—%)i (4¢) Ta II
By, = Tgay + i32+26a3 = ascgf(—i—%by—i—cz@i (4c) Te I
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B22 = 7(1‘67%) a1+%a2+ = 7@(.%67%)5(4*%()5}4*6(264*%)2 (4C) Te I

(26 + 3) a3
Bos = —zgal + %ag — 2gas = —axeX + %by —cz6 7 (4¢) Te I
By = (mg—i—%) a1+ia2—(z6—%) ag = a(gcg—l—%)fc—i—iby—c(zg—%)i (4c) Te I
Bos = r7a; + iag + z7 ag = ax7 X + %bff + cz27 Z (4¢) Te 11
Bog = f(x7f%) a1+%a2+ = fa(x7f%)5<+%by+c(27+%)2 (4¢) Te 11
(274 3) a3
By = —z7a; + %ag — z7 a3 = —azr7 X+ %by —cz72 (4¢) Te 1I
Bos = (m—l—%) al—l—iag—(w—%) az = a(aw—l—%)fc—l—%by—c(zw—%)i (4c) Te II
Boy = rga + iag + zg ag = axg X + %by + c28 Z (4¢) Te I11
By = f(ng%) a1+%a2+ = fa(ng%)chr%berc(zngr%) Z (4c) Te II1
(zs+ %) a3
B = —xga) + %ag — zgas = —axg X + %by —czs % (4c) Te I11
Bs, = (xg—k%) al—l—iag—(zS—%) az = a(xg—l—%)fc—kiby—c(zg—%) Z (4c) Te III
B3 = Tgay + %ag + zg as = axgX + %by + cz9 Z (4¢) Te IV
B3y = —(1'9—%) al—ﬁ—%ag—ﬁ— = —a(xg—%)fc—i—%by—i—c(@—f—%)i (4¢) Te IV
(20 +3) a3
Bss = —x9ay + %ag — 29 a3 = —axg X + %by —Cc29% (4c) Te IV
B3g = (a:9—|—%) a1—|—ia2—(zg—%) as = a(xg—l—%)fc—kiby—c(zg—%)i (4¢) Te IV
Bs; = Tipal + %ag + 2109 a3 = axioX + iby +cz102 (4c) Te V
Bss = —(2510—%) a1+%a2+ = —a (5510—%) )‘(—i—%by—i—c(zw—i—%) Z (4¢) Te V
(210 + %) as
B3y = —210a1 + %ag — 210 as = —ax19X + %by —cz102 (4c) Te V
By = (z10+3) a1+ 1ax — = a(rio+3) X+ by —c(z10—3) 2 (4c) Te V

(210 - %) as
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