TisP Structure:
AB3_tP32.86_g_3¢-001

This structure previously used the label(s) AB3_tP32_86_g_3g. Calls to these addresses will be redirected here.
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Prototype PTis
AFLOW prototype label AB3_tP32_86_g_3g-001
ICSD 648227
CCDC 1763107
Pearson symbol tP32
Space group number 86
Space group symbol P4y /n

AFLOW prototype command aflow --proto=AB3_tP32_86_g_3g-001
--params=a, ¢/a, T1,Y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24
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Other compounds with this structure
a—TagP, ’I‘lgSl7 ZI‘3P

Simple Tetragonal primitive vectors

ay; = aX
as = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ri1a; +yiaz + z1as = ar) X+ a1y +cnz (8g) PI
B, = 7(x17%)a17(y17%)32+ = fa(xlf%)i(fa(ylf%)y+czlﬁ (8g) PI
Z1 as
Bs = —yra; + (21 + 3) a2 + = —apXta(zi+3)y+c(a+3)z (8g) P11
(21 + %) as
By = (p+3)ai—ziax+(s+35)as = alypr+i)x—aniy+e(a+1i)z (8g) PI
By = —x1a; — Yy as — 21 a3 = —ar1X—ayp1y —cnz (8g) PI
B = (m1+3)ai+(yi+i)a—za; = a(zi+3) %k+a(p+3)y—cnz (8g) P1I
B7 ylal—(xl—%)ag—(zl—%)ag = aylfc—a(xl—%)y—c(zl—%)i (Sg) PI
Be =  —(n-Hatmm- = ol xtang-cla-Hz 69 Pl
(o1 - 1)
By = Toaj + Yo as + 29 a3 = aro X+ ays ¥ + cz0 (8g) Til
Bio = —(z2—3)ar—(y2—3)a+ = —a(we—3)%k—a(y2—3) §+cni (8g) Til
Z2 a3
B = —yza1 + (v2 4 3) az + = —ayaX+a(r2+3) §+c(zt+y)z (8g) Til
(2 1)
B, = (yg—f—%) al_x2a2+(22+%) a3 = a(yg—i—%)f(—awgy—l—c(zz—l—%) Z (8g) Til
Bz = —Tga) —Yz2a — 22a3 = —aroX —aysy — 22 Z (8¢) Til
Bis = (a:2—|—%) al—l—(yg—l—%) as—zoa3 = a(acg—&-%)f(—l—a(yg—i—%)y—czQi (8g) Til
B15 = yzal—(zg—%) a27(2’27%) as = aygﬁ—a(zg—%)y—c(zg—%)ﬁ (Sg) Til
Big = —(yg—%) a; +xpay — = —a(yg—%)i—kamgy—c(@—%)i (8g) Til
(22— 3) as
By = r3a + yzas + 23 as = arzX + aysy + cz3Z (8¢) Ti 11
Bis = —(1‘3—%) al—(yg—%) a+ = —a(xg—%)fc—a(y —%)y—t—czgi (8g) Ti 11
Z3asg
By = —y3a1+(x3+%) as + = —aygfc—ﬁ—a(xg—i—%) 57—1—0(23—1—%) Z (8g) Ti II
(23 +3) as
Boy = (yg—f—%) al—$3ag+(23-‘r%> a3 = a(yg—l—%) ﬁ—a$3$’+c(23+%) Z (Sg) TiII



B = —zza; —ysaz — 2343 = —arzX —aysy —cz3Z (8g) Till

Byo = (z3+3)ait(ys+3)a—zas = a(zs+3)X+a(ys+3)y—cm2 (8g) T

Bos = ygal—(mg,—%) ag—(z;z,—%) ag = ay;;fc—a(:vg—%) y—c(z;g—%) Z (8¢) Ti II

B2y = —(y3—%) a; +r3az — = —a(y3—%) 5<+6L3335’—C(23—%) z (8g) Till
Z3 — %) as

Bes = T4a1 +ysas + 24 ag = arsX+aysy +cza 2 (8g) Ti III

B = —(mu—3)ar—(yu—3)a+ = —a(zg—3)%x—a(ys—3) §+cui (8g) Ti IIT

z4 a3

By = —ysa; + (u—i—%) as + = —ay45<+a(x4+%) y+c(24—|—%) Z (8g) Ti 111
(2 +3)

Bas = (y4+%) al—z4a2+(24+%) az = CL(@/4+%) ﬁ*al’45’+0(24+%) z (8g) Ti I

By = —rga; —ygas — 2483 = —ar X —ays ¥ —cza Z (8g) Ti III

Bso = (za+3) a1+ (ya+3)as—za3 = a(za+35)X+a(yat3)§—caz (8g) Ti I

Bs; = y4a1—(a:4—%) 32—(2’4—%) az = ay4§<—a(a:4—%) 5’—6(24— %) Z (8g) Ti I

B3, = —(ya—3) a1 +zsar — = —a(ys—3) X+azyg—c(ea—1) 2 (8g) Ti III
(71— 3)
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