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Prototype BiyFFes013

AFLOW prototype label A4B4C5D14_tP108_135.i_i_dfh_egh2i-001
ICSD 236370

CCDC 1707978

Pearson symbol tP108

Space group number 135

Space group symbol P4y /mbe

AFLOW prototype command aflow --proto=A4B4C5D14_tP108_135_i_i_dfh_egh2i-001

——params=a,c/a,22, 23,T4,T5,Ys5,26,Y6, L7, Y7, 27, L8, Y8, 28, L9, Y9, 29, L10, Y10, 10



http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/55HD
https://aflow.org/prototype-encyclopedia/A4B4C5D14_tP108_135_i_i_dfh_egh2i-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=236370&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1707978&DatabaseToSearch=Published

e The O-I (8¢) and F-I (16i) sites are only 1/4 occupied.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = lay+1a; = lay+Licz (4d) Fe I
B, = 1a;+ 3a; = lax+ 3c2 (4d) Fe I
B; = tay+3a = tay+3cz (4d) Fe I
B, = la;+ a3 = laX+ ez (4d) Fe I
By = 20 a3 = 20 7 (8e) Ol
Bg = (22 + %) as c(zo+ 5) Z (8e) Ol
B, = sa;+3a; — 243 = jaX+tay —cni (8e) oI
Bs = sai+3ay— (22— 3) a3 lax+iay—c(xn—13)2 (8e) 01
By = —29 as = —C20 7 (8e) Ol
Bio = — (22— 3) a3 = —c(z2—1) 2 (8e) Ol
B, = 3a1+ 3as+ 283 = jaX+ay +cni (8e) 01
Bix = laj+iar+ (2+1) a; lax+iay+c(n+i)z (8e) OI
Bis = 1as+ 2343 = lay+cez (8f) Fe II
By = ta;+ (23 +1) a3 = lax+c(z+3) 2 (8f) Fe 11
Bis = 3a; —23a3 = FaXk — cz32 (8f) Fe II
Big = lag— (23— 1) ag = lay—c(z—3) 2 (8f) Fe 11
By = 1a, — 2343 = lay —cx2 (8f) Fe II
Bis = ta;— (23— 1) a3 = tax—c(z—3) 2 (8f) Fe 11
By = 3ai + 23a3 = FaX + cz32 (8f) Fe 11
By = las+ (23 + 1) a layg+c(zs+3)2 (8f) Fe 11
By = ziar + (24 + 1) as + L ag = avaX+a(zs+ 1) y+ tez (8g) o1
B2 = —ZT4a1 — (964— %) az + ia?, = —a:z:4x—a(;v4— %) 5’+%02 (8g) O
By = — (w4 —3) a1+ 2482+ 2 a3 = —a(zs— 1) X+ azy g+ 3c2 (8g) on
B2y = (za+3) a1 —z4ay+ 3 a3 = a(za+3) X—azsy +fe (8g) on
Bys = —zqa; — (z4— 3) as + 3 a3 = —ary R —a(zs— %) 9+ 3ca (8g) Ol
Bas = z4a1+ (z4+ 1) az+ S ag = avgX+a(vs+3) §+ 3cz (8g) ol
By = (za+3) a1 —z4a2+ a3 = a(va+3) X—azsy + jc2 (8g) Ol
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Bos = —yioar+zpaz+ (z10+3) a3 = —ayw X +arioy +c(z10+ 3) 2 (161) oV

Bos = yioai—zi0ax+ (z10+3) a3 = ayro X —az10§ + ¢ (z10 + 3) 2 (16i) oV
Bor = —(z0—3) a1+ (yo+3)a— = —a(zwo—3)X+a(yo+sz)d—caoz (161) ov
210 a3
Bos = (z0+3)a1— (yio—3) a2— = a(zio+3)X—a(yo—3) ¥ —czo? (161) ov
210 a3
Boos = (ywo+3)ai+(zw0+3)a— = a(yio+3) X+a(zw+3)y- (161) oV
(10— §) 20 (- 4) 3
Bioo = —(y10—3) a1~ (zi0—3)aa— = —a(yo—3) %k—a(ro—3)§— (161) ov
(210 - %) as c (2’10 — %) Z
Bio1 = —Z10&1 — Y10 @2 — 210 A3 = —azrioX —ayio§ — cz10 2 (16i) oV
Bio2 = T10a1 + Y10 a2 — 210 a3 = arioX +ayio ¥ — czi02 (16i) oV
Bios = yioar—zoaz— (210 —3) ag = ayro X —az10y — ¢ (210 — 3) 2 (16i) oV
Bioa = —yioar+zw0ay— (20— 3) ag = —ayioX+azr10y —c (20— 3) 2 (161) oV
Bios = (zw0+3)a—(yio—3)a+ = a(zio+3)x—a(yio—13) §+czo2 (161) ORY
210 a3
Bios = —(r0—3)ai+(yo+3)at+ = —a(rw—3)X+a(yo+si)y+coz (161) ov
210 a3
Bior = —(yu0—3) a1 — (zi0—3) aa+ = —a(yo—3) %k—a(zio—3) g+ (161) oV
10+ ) 2 o+ 1) 2
Bios = (yio+3)ar+ (z0+3)at+ = a(yo+3) X+a(rio+3) 9+ (161) ov
(s10-+ §) 20 (ot 1) 2
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