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Prototype NigY3

AFLOW prototype label A2B3_tP80.92_4b_2a5b-001
ICSD 1287

Pearson symbol tP80

Space group number 92

Space group symbol P442,2

AFLOW prototype command aflow —-proto=A2B3_tP80_92_4b_2a5b-001
—Tparams=a, C/a7 T1,T2,X3,Y3,23, L4, Y4, 24,T5,Y5,25,L6,Y6,26, L7, Y7, 27, L8, Y8, 28,9,
Y9, 29,210, Y10, £10, L11, Y11, 211

Simple Tetragonal primitive vectors

a; = axX s

as = ay

ag = cz I

Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = T1a; + 1 as = ar1 X+ ary (4a) YI
B, = —x1a; — T a2+%a3 = —axlfc—axly—k%ci (4a) Y1
B; = —(xl—%) a11+ (xl—i—%) ay+ = —a(ml—%)i{—i—a(:cl—i—%)y—i—}lci (4a) YI

133

By = (mi+3)ai—(r1—-3)ax+3a; = a(z1+3) %k—a(w—3) y+ 3c2 (4a) Y1
By = T9a; + Taas = axo X+ arsy (4a) Y II
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B6 = —ZToay — T as + % as = —axra X — axo 5’ + %Ci (48,) Y II

B, = —(1'2—%) a1+(x2+%) as+ = —a(mg—%)i—i—a(:ﬁg—i—%)y—i—ici (4a) Y II
1
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Bg = (1‘24—%)&1—(332—%) ag—‘r%ag = a(xg—&—%)f{—a(xg—%)y—i—%ci (43) Y II

By = rza; +ysas + z3as = arsX+aysy +cz3 (Sb) Nil

Bio = —w3a; —ysaz + (23 + 3) as = —argX —ays§ +c(z+3) 2 (8b) Nil

Biu = —(ys—3)a+(zs+3)a+ = —a(ys—3) Xta(zs+3)y+c(zs+1)2 (8b) Nil
(23 + i) as

B12 = (y3+%)a1—(x3—%)a2+ = a(y3+%))'\(—a($3—%)5’+C(23+%>2 (8b) NII
(23 + i) as

B13 = 7(1‘37%) a; + (y3+%) as — = —a (LEg* %) )A(‘i’a (y3+%) yfc (2,’37 i) Z (Sb) Nil
(25— 1) as

By = (zs+3) a1 — (ys—3) a2 — = a(zs+i)x—a(ys—3)9—c(es—2) 2 (8b) Nil
(oD as

Bis = Ysaj + r3az — z3as = aysX +arsy —cz3z (8b) Nil

B16 = —Ysay —Trzaz — (23 — %) as = —aygfc - alﬂgy —C (2’3 — %) Z (8b) Nil

By = Tqal +Ysan + 24 a3 = arsX+aysy +cz42 (Sb) NilII

Bis = —x4a; —Yygas + (24 + %) as = —arsX —aysy +ec (24 + %) Z (8b) Ni II

Big = — (y4 — %) a; + (.134 + %) as + = —a (y4 — %) X+a (.1‘4 + %) y+c (24 + i) Z (8b) Ni I
(24 + i) as

Bo = (u+3z)ar—(mu—3)ax+ = alm+i)x—a(ma—3)9+c(ut+i)z (8b) Ni I
4+ 3) g

By = —(wu—-3a+(mu+ti)a- = —a(za—3%) %+a(ya+3)y-c(a—31)2  (8b) Ni IT
(24— 1) as

Boy = (x4+%)a1—(y4—%)a2— = a(m—l—%)i—a(y4—%)§f—c(z4—%)i (8b) Ni I
(20— 1) as

Bos = Yga1 +Tga — 2ga3 = ays X+aryy —cz42 (8b) Ni Il

Boy = —ysa; — Tg4a9 — (z4 — %) as = —aysX —aryy —c (,24 — %) Z (8b) Ni II

By = Tsay + ysas + 25 as = ars X+ ays y + cz5 2 (8b) Ni III

Bog = —Tsa; — Ysas + (25 + %) as = —axs X — ay5$’ +c (2’5 + %) Z (8b) Ni IIT

By = —(ys—3ar+(ws+3)a+ = —a(ys—3) %ta(zs+3)y+c(z+13)2 (8b) Ni III
(25 + 1) as

Bas = (ys+3)ar—(zs—3)ax+ = a(ps+i)x—a(zs—3)y+c(+3)z  (8b) Ni III
(2’5 + %) as

By = — (:I:5 — %) a; + (y5 + %) as — = —a (x5 — %) X+a (y5 + %) y—c (25 — i) Z (8b) Ni III
(5 1) o

Bso = (zs+3)ai—(ys—3)a— = a(zs+3)%—a(ys—2)y—c(ss—-3)2 (8b) Ni IIT
(25— 1) as

B3, = ysay + T5as — 25 as = ays X +arsy —cz52 (8b) Ni III

Bs, = —yYsa; — T5ag — (z5 — %) as = —ays X —arsy —c (z5 — %) Z (8b) Ni III

B3z = Tea + Yg a2 + 2 as = axgX +ayey + cze 2 (8b) NilV

B34 = —TgaAl — Yp A2 + (26 + %) as = —QaXg X — aygy +c (2’6 + %) Z (8b) NilV

Bss = —(ys—3)ai+(ze+3)as+ = —a(ys—3) Xta(zs+3)y+c(z+13)2 (8b) Ni IV
(2’6 + i) as
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