NasFesFq4 Structure:
A14B3C5.tP44 94 ¢3g_ad_bg-001

This structure previously used the label(s) A14B3C5_tP44_94 c3g_ad_bg. Calls to these addresses will be redirected here.
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Prototype F14FesNag

AFLOW prototype label A14B3C5_tP44_94 _c3g-ad_bg-001
ICSD 15928

CCDC 1596594

Pearson symbol tP44

Space group number 94

Space group symbol P452,2

AFLOW prototype command aflow --proto=A14B3C5_tP44_94_c3g_ad_bg-001
~Tparams=a, C/CL, 23,24, T5,Y5, 25, L6, Y6, 265 L7, Y7, 27, L8, Y8, 28
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Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (2a) Fel
B, %al—i—%az—i-%ag = %ai—k%ay—kéci (2a) Fel
Bs 1a; = ica (2b) Na I
B4 %a1 +%a2 = %ai—&-%ay (2b) Na I
Bs z3 a3 = cz3% (4c) FI
Bg %a1+%a2+(z3+%)a3 %ai—}—%ay%—c(zg—ké)i (4¢) FI
B~ %a1+%a2—(23—%)a3 %ai—«—%ay—c(@,—%)i (4¢) FI
Bs —2z3 a3 = —c23% (4c) FI
By % as + z4 a3 = %ay +cz4Z (4d) Fe II
Bio %ag + (24 + %) as = %ay +c (24 + %) Z (4d) Fe II
Bi1 %al — (24 — %) as = %ai —c (z - %) Z (4d) Fe II
Bio % a; — z4 a3 = %af( —C24 2 (4d) Fe I1
B3 Tsay + ysas + 25 ag = ars X+ aysy + cz5 2 (8g) FII
Bia —Tsa; — ysas + 25 as = —axsX —aysy +cz5 2 (8g) FII
Bis —(ys—3) i+ (zs+3)ax+ = —a(ys—3) X+a(zs+3) 9+c(zs+3) 2 (8g) F II
(2 +3) as
Bis (ys +3) a1 — (x5 — 3) az + = a(ys+3)&—a(ws—35)9+c(e+3)2 (8g) F I
(25 + 3) as
Bi; — (w5 —3)ar+(ys+3)as— = —a(ws—3)X+a(ys+3) 9—c(z—3) 2 (8g) F II
(25— 3) as
Bia = (4B a-(p-Ha- - alstdr-alm-Di-cla-Hs (9 PO
(2 —3) as
Bio Ys a1 + T5as — 25 ag = ays X+ arsy —czs52 (8¢) FII
B —ys5a; — T5as — z5as = —aysX —arsy — cz52 (8g) FII
B2 Tgay + yg as + 2 as = argX + aygy + czg Z (8g) F 111
Boo —Tgal — Ygas + 26 as = —axgX —ayey +czeZ (8g) F III
B3 — (y — %) a; + (x6 + %) ap + = —a (y — %) X+a (scg + %) v+c (26 + %) Z (8¢) F III

(2o 3) 2



Bas = (ystz)a—(r6—3)a+ = a(yt+sz)k-a(@e—3)F+c(zts)z  (8g) F I
(%6 +3) 2

Bus = —(me-Dat(eth)a- = —ales-}) xtalwt}I-clo-Hs (o  FI
(26— 3) a3

Ba = (otda-(u-Da- = almi)soabe-Dyoclo-ds @) Fm
(20— 1) g

B27 = Ye ap —+ Tg Ao — Zg A3 = alYe )A( —|- ale y — CZg i (8g) F III

Bas = —Ys a1 — Te A2 — 26 A3 = —ayeX — are y — cz6 2 (8g) F I

By = T7ay + yras + z7as = ax7X+ay;: ¥ +cz7z (8g) FIV

B3y = —T7ay — yraz + zrag = —azr7X —ayry + czr (8g) FIVv

Bai = —(yr—3)ait(ertz)at = —alyr—3)%X+a(er+3)J+e(ert+3)2  (8g) F IV
(2’7 + %) as

Bsz = (yrtz)ai—(er—3)a+ = a(yrt+sz)k—aler—3)y+c(erts3)2 (8g) FIv
(Z7 + %) as

Bss = —(zr—Yait+(yr+i)a— = —a(er—3) ftalyr+3)g—c(z—13)2 (8g) FIV
(- 1) 2

Bu = (rdm-(r-Hm- = alrtdx-alr-Hi-clz-Hz G FIV
(s 3)

Bs; = yraj + xr7as — z7as = ayr X +axr7y —cz7 (8g) FIV

Bss = —yra; —xraz — 27 ag = —ayrX —awry —cz72 (8g) FIv

Bsr = rgaj +ysaz + zgas = arsX +aysy +czs2 (8g) Na 1l

Bss = —Tga; —Ysaz + 25a3 = —arsX —aysy + czs 2 (8g) Nall

B = —(n-d)mt (e h)mt - —aln—d) fralmtd) yre(st )z 5 Nl
(Zs + %) as

By = (ys+3)ar—(zs—3)a+ = a(ys+z)x—ales—3)F+c(sts)2 (8g) Na I
(154 1) g

By = _ (378 _ %) a; + (yg + %) as — = —a (xg — %) X+a (yg + %) y—c (Zg - %) Z (8g) Na II
(15— ) 2

B = (etda(e-Da- = et ool Dyocln-Dz G N
(s —3) a3

Bus = yYsaj + rgas — 2gas = ays X +argy —cz8Z (8g) Na II

Bu = —Ysa; —rgaz — 2g Ay = —aysX —argy — czg2 (8g) Na Il
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