BaCuy[VO][PO4)y Structure:
AB4C17D4E_tP54 90_a_g_cd4g_g_c-001

This structure previously used the label(s) ABAC17D4E_tP54 90_a g _c4g g c. Calls to these addresses will be redirected here.
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Prototype BaCus017P4V

AFLOW prototype label AB4C17D4E_tP54_90_a_g_c4g_g_c-001
ICSD 406667

CCDC 1725332

Pearson symbol tP54

Space group number 90

Space group symbol P42,2

AFLOW prototype command aflow --proto=AB4C17D4E_tP54_90_a_g_c4g_g_c-001
—~params=a, c/a, 22,23, T4,Y4,24,T5,Y5,25,T6, Y6, 26, L7, Y7, 27, L8, Y8, 28, L9, Y9, 29
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Other compounds with this structure
BaCu4 [TIO] [PO4]4

Simple Tetragonal primitive vectors

a; = axX
az = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Bal
By = la+3a = fa%+iay (2a) Bal
B; = %ag + 29 a3 = %ay+0222 (2¢) Ol
B, = fa; —2ay = laxk —cz 2 (2¢) (O
Bs = 3as + 23a3 = 309 + cz32 (2¢) Vi
Bg = l1a; — 234 = 3a% —cz32 (2¢) Vi
B, = Tqa) + ygas + 24 a3 = axsX+aysy +cz4z (8g) Cul
By = —x4a] —Ysas + 2423 = —aT4X —aysy + c24 Z (8g) Cul
Bo = ~(n-Dat(tdmt = alu-Dxtalme)yiens (5 COul
Z4as
Bio = (p+i)a—(za—3) astzias = alys+i)x—a(za—3)y+cuz (8g) Cul
Bu = —(-Dat@rda- = aln-}xtaed)yoeaz G5 Cul
24 a3
Biz = (za+3)ar—(ya—3)ax—zas = a(zatz)X—a(ys—3) ¥ —cuz (8g) Cul
Bis = yaa1 + xga9 — 24 a3 = aysX +aryy —cz4 2 (8g) Cul
Bis = —Ysd; —Tga — 2Z4a3 = —aysX —aryy —cu’ (8g) Cul
Bis T5ay + ys ag + 25 as = arsX +ays ¥ + cz5 2 (8g) on
Bie = —Zsa1 —Ysaz + 2583 = —arsX —aysy +cz5 2 (8g) o
B = (- Datlmihat = alp-Drialmil)yiesz G 0N
25 a3
Bis = (y5+3)a1—(z5—3) axtza3 = a(ys+3) X —a(zs —3) §+czs2 (8g) O
Bio = —(zs—3)ar+(ys+3)a— = —a(zs—3) X+a(ys+35) §—czs2 (8g) ol
%5 as
Bzo = (z5+3)a—(y5—3) ax—2a3 = a(ws+3)%—a(ys—3) ¥ —cx2 (8g) Ol
By, = Y5 @) + Tsas — 25 as = ays X +arsy — cz5 2 (8¢) oIl
B, = —Ysa1 — Tsaz — 2543 = —ays X —ax5 § —cz5 2 (8g) ol
Bas = Teay + Y az + 26 a3 = areX + aye ¥ + cz6 Z (8g) O III



By = —Tgar — Ye a2 + 26 a3 = —ar¢X —ayey + cz6Z (8g) O I

Bas = —(ys—35)ar+(zs+3)as+ = —a(ys—3) X+a(zs+3) §+cz2 (8g) O I
26 A3

B = (y6+%) al—(mg—%) art+zgaz = a(yg—l—%) fc—a(xg—%) ¥+ cz6Z (8¢) O III

Byr = —(:176—%) a1—|—(y6—|—%) a,— = —a(:c6—%)§(—|—a(y6+%)§f—czﬁi (8g) O III
26 a3

Bas = (w6+3)ai—(y—3) a2—za5 = a(re+3) X—alys—3) ¥ —cx? (82) O

Bag Y6 a1 + Tg ag — 26 as = ayeX +argy — czg Z (8g) O III

B3y = —yga; — Tgag — 26 a3 = —aysX —axrgy — czg 2 (8g) O III

Bs: = rra; +yraz + 27a3 = ar7X +ayr § + cz7 2 (8g) 01V

Bs; = —Zray —Yraz +zrag = —ar7X —ayry +czrz (82) OV

Bss = —(yr—3)ar+(zr+3)a+ = —a(yr—3)X+a(zr+3)§+exmz (8g) o1V
27 a3

B3y, = (y7+%) alf(awf%) astzrag = a(y7+%) )“cfa(awfa) y+czz (8g) (ONAY

Bss = —(;w—%) a1+(y7+%) as — = —a(w—%)x—i—a(gﬁ—&—%)y—cmz (8¢) (ONAY
27 a3

B3g = (x7—|—%) al—(y7—%) as—zraz = a(x7+%)§(—a(y7—%)$f—cz7i (8g) o1V

Bsr = yray + Traz — 27a3 = ayr X +ax7 § — ca7 % (8g) O1v

Bss = —Yra; —r7az —z7ag = —ayrX —ar7y —cxrz (8g) O

B3y = rgaj + ygas + 2g as = args X+ aysy + czg 2 (8g) oV

By = —rga; — ygas + zgas = —argX —ays y + czs Z (8g) oV

Ba = —(ys—3)ar+(zs+3)a+ = —a(ys—3) XR+a(vs+3) §+csz (8g) oV
28 a3

By = (ys+3)ar—(zs—3) ag+zsa3 = alys+3)%x—a(vs—3) §+casz (8g) oV

Bas = —(zs—3)ai+(ys+3)a— = —a(vs—3) X+a(ys+3)§—casi (8g) oV
28 a3

By = ($8+%) a1—(ys—%> az —zgaz = a(xs—&-%))‘c—a(yg—%)y—%gi (8g) oV

By = ygai + Tgas — 2g as = ays X +argy — czg Z (8g) ov

Bss = —Yyga; —Tgay — 2343 = —aysX —argy —czzZ (8g) oV

Byr = Tgay + Yo az + 29 a3 = argX + aye ¥ + cz9 Z (8g) P1I

Bss = —Tgar — Yoaz + 29 az = —aTgX —ayey +cz9 2 (82) Pl

By = —(yo—35)ar+(vo+3)ast = —a(yo—3) X+a(zo+3)§+czi (8g) Pl
Zg as

Bso = (yo+3i)ai—(z9—3) astzas = alyo+3)X—a(vg—3) §+caz (8g) P1I

Bsi = —(zo—3)ai+(yo+3)a— = —a(zg— %) X+a(y+3)§—cri (8g) PI
%9 as

Bsy = (a:9—|—%) al—(yg—%) as—zgaz = a(xg—&-%)f(—a(yg—%)y—czgi (8g) PI

Bss = Yo ar + xgaz — zg as = ayoX +axgy — cz92 (8g) P1I

Bsys = —Ygay — Tgag — Zg az = —ayoX —argy — cz9Z (8g) PI
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