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Prototype NisTasTes
AFLOW prototype label A3B2C5_0P40_62_3c_2c_5c¢-001
ICSD none
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/a7 C/a7 T1,21,T2,22,L3,23,L4,24,T5,25,L6,26,L7,27,L8, 28, L9, 29, T10,
210

Other compounds with this structure
TagPdgTe5
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Simple Orthorhombic primitive vectors

al a2
a3

a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—l—iag—i—zla;; axlfc—i—%by—i—czli (4¢) Nil
B, = —(xl—%) al—&—%ag—&— —a(a:l—%)fc—i—%by—l—c(zl—i—%)i (4c) Nil
(214 3) as
B; = —za; + %ag — z1 a3 —ar1 X+ %by —cz1 2 (4¢) Nil
B, = (xl—i—%)al—i—iag—(zl—%)ag a(xl—i-%)f(—i—iby—c(zl—%)i (4¢) Nil
B; = Toag + %324—22&3 aacgf(—i—%by—i—czgi (4c) Ni II
Bg = —(z2—3) a1+ 3as+ —a(ze—3) X+ 3by+c(za+3)2 (4c) Ni II
(22 + 3) a3
B, = —z9a; + %ag — 29 a3 —azre X + %by — 292 (4c) Ni II
Bsg = (acg—l—%) a1+i32—(22—%) as a(m—i—%)i—i—%b&—c(zz—%)i (4c) Ni II
By = r3a; + iag + z3 a3 arsX + %by +cz3% (4c) Ni III
Bio = —(z3—3)ar+3ar+ —a(zs— ) %+ 309 +c(2+3) 2 (4c) Ni III
(23+3) as
B = —z3a; + %ag — 23 a3 —axr3 X+ %by —cz37Z (4c) Ni III
B, = (a%—l—%) a1+%az—(23—%) as a(xg—l—%))‘(—i—%by—c(z;g—%) Z (4c) Ni III
Bis = Ty4a1 + 5 as + 2483 arg X+ 1by +c22 (4c) Tal
B = —(wa—3)ar+3ar+ —a(zs— ) x+3by+c(au+3)2 (4c) Ta I
(21 +3) as
Bis = —z4ay + %32 — z4a3 —ars X + %by —C24 % (4¢) Ta 1
Big = (m—l—%) a1—|—ia2—(24—%) as a(m—l—%)i—i—%by—c(@;—%)i (4c) Ta I
By = Tsay + 5 as + 25 a3 ars X+ 1by +ca52 (4c) Ta II
Bis = —(x5—%) a1+%a2+ —a(@—%)&—l—%b&—kc(@—i—%)i (4¢) Ta II
(2 +3) as
By = —z5a; + %32 — 25 as —axs X + %by —cz5 7 (4¢) Ta II
Bao (3754-%) al—l—iag—(%—%) as a(%—l—%)&—i—iby—c(%—%)i (4c) Ta II
By = T ay +ia2+26a3 axﬁfc—kibff—kcz(;i (4¢) Te I
By, = 7(1’67%) a1+%a2+ 7@($6*%)ﬁ+%by+c(26+%)2 (4c) Te I
(26 + 3) as
Boz = —zga + %ag — zg as —argX + %by — C26 % (4c) Te I
By = (3:6—1—%) al—l—iag—(ze,—%) as a(xg—l—%)fc—i—%by—c(zg—l)i (4c) Te I
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B25 = z7a1+ia2+27a3 = ax75<+%b§/+cz Z (4C) Te 11

7

Bos = —(zr—3)ar+3a+ = —a(z7r—3) X+ 3b9+c(zr+3) 2 (4c) Te II

(27 +3) a3
Bor = —z7a; + %ag — z7 a3 = —ar7 X+ %by —cz7 2 (4c) Te II
B28 = ($7—|—%) a1—|—ia2—(z7—%) as = a(aw—l—%)fc—kiby—c(zv—%)i (4(}) Te 11
B29 = rgay + %az + zg as = angc + iby + czg Z (4C) Te 111
B3y = —(:rg—%) al—s—%ag—&— = —a(xg—%))‘(—i—%by—i—c(zg—f—%) Z (4¢) Te II1

(Zg + %) as
B3, = —rga] + %ag — zg as = —axg X + %by — €28 Z (40) Te 111
Bz = (zs+3)ai+iax—(—3)a; = a(zs+3) X+3b9—c(zs—3) 2 (4c) Te 111
B3 = Tgaj + %aQ + zg ag = axgX + %by + cz9 Z (4c) Te IV
B3y = —(zg—3) a1+ 3as+ = —a(zg—3) X+ 3by+c(z+3)2 (4c) Te IV
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(Zg + 5) as
Bss = —ZTgay + %ag — Zg ag = —axg X + %by —C297Z (40) Te IV
B36 = (.TQ—F%) a1—|—ia2—(z“9—%) as = CL(.CEQ—F%))A(—F%by—C(Zg—%)Z (4(3) Te IV
B37 = Tipa] + iaz + Z10 a3 = (lZL'l()f( + iby + cz19 Z (4C) Te V
Bss = —($10—%) al—l—%ag—i— = —a (2610—%) 5<+%by+c(zlo+%) 2 (4c) Te V

1

(210 + 5) az
B3y = —Tjpa; + %32 — Z10a3 = —ax10X + %by —c2i0Z (4c) Te v
B40 = (1‘104*%) a1+ia2— = a(1'10+%) )A(+iby76(2107%) Z (4C) Te V

(210 - %) asg
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