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

This structure originally had the label A14B3C5_tP44_94_c3g_ad_bg. Calls to that address will be redirected here.
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Prototype F14FesNag

AFLOW prototype label A14B3C5_tP44_94 c3g_ad_bg-001
ICSD 15928

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/a7 23,24, T5,Y5, 25, L6, Y6, 265 L7, Y7, 27, L8, Y8, 28

Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = cz
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (2a) Fe I
B, = laj+1a,+lag = 3aX+ay + 3c2 (2a) Fel
B = 1ag = ica (2b) Na I
By = fa;+jap = zaX+3ay (2b) Nal
Bs = z3 a3 = cz3% (4¢) F1I
Bs = laj+1ar+ (:3+1) a3 = saX+3ay+c(zm+3)2 (4c) FI
B = %al—i—%ag—(zf—%) as %ai—&—%ay—c(@,—%)i (4¢) F1I
Bgs = —z3 a3 = —C23% (4c) FI
By = 1as+ 2403 = lay+czz (4d) Fe II
Bio = sas+ (2 + 3) as = say+c(za+3) 2 (4d) Fe II
Bi:1 = ta;— (24— 1) ay = lax—c(m—3) 2 (4d) Fe I1
B = la; — 2 a3 = FaX — czy 2 (4d) Fe I
Bis = rsa) + ysas + 25 ag = arsX+ays § + cz5 2 (8g) F1II
Bus = —Tsa1 —ysaz + 25 a3 = —ar5 X —ays ¥ + ¢z 2 (8g) F1I
Bio = ~(s-Hat(mihmtr = - xralmi)yreil)s ) FD
(254 1) 2
Bis = (ys +3) a1 — (x5 — 3) az + = a(ys+3)&—a(ws—35)9+c(es+3)2 (8g) F1II
(25 + %) az
Bi = (b at(ntdm- = oo sralptd)ycls-z G PO
(2 —3) as
B = (mtda-(mn-dm- - alm+dx-alm-}y-cl-Hz G  FI
(25— 3) as
Big = Ys a1 + x5 ag — 25 ag = ays X+ arsy — cz5 2 (8g) FII
By = —Ysa1 —Tsaz — 2543 = —ays X — a5y —cz5 2 (8g) F I
By, = Tgai + yYgas + 26 as = axeX +aysy + cz¢ 2 (8g) F III
Bay = —Zgar — Yo a2 + 26 a3 = —areX —ayey + cz6 2 (8g) P
Bas = —(ys—3) a1+ (ze+3)as+ = —a(ys—3) Xta(zs+3)y+c(z+3)2 (8g) F I
(ZG + %) az
Bu = (otda-(-Dat = alwtd)x-ale-ye(xtlz (g P
(26 + 3) as
B = (ro- ) mt(utm- = ol b xralerd)yoclo-Ha  Gg P
(26 — 3) as
B = (erda-(o-Da- = almi)soabe-Dyclo-dr @) Fm
(20— 1) g
By = Y6 a1 + Tgaz — 2gas = ayeX + argy — czg 2 (8g) F 111
Bos = —Ys a1 — Te A2 — 26 A3 = —ayeX — are y — cz6 2 (8g) F I
By = r7ay +yraz + 27 as = ar7X+ayry +czrz (8g) FIv
B3o = —r7a; —Yras + z7ag = —ar7X—ayry +czrz (8g) F 1V
Bss = —(yr—3)ai+(zr+ia+ = —a(yr—3%) x+a(zr+i)g+c(er+2)2  (8g) F 1V
(2 +3) as



B3, = (yr+3)ar—(z7—3)a+ = a(yr+s)X—a(er—3)9+c(ar+3)2 (8g) FIv
(2’7 + %) as

B = ~(r-Yart(rtDa- = alr-bfralri ) soeln-a G FIV
(27— 3) as

Bu = (b a-(r-da- - a@ridx-alr-HF-clr-ba G FIV
(- 1) g

Bss = yrai + x7as — 27 as = ay; X +ar7y —czr (8g) FIV

Bse = —Yyra; —Tray — zrag = —ayrX —ar7y — czr (8g) FIv

Bs; = Tgaj + ysas + zgas = arg X +aysy + czsZ (8g) Na II

Bss —rga] — Ysas + zgas = —argX —aysy + czs Z (Sg) Na II

B3g = — (yg — %) a; + (558 + %) as + = —a (yS - %) X+a ($8 + %) y+C (28 + %) Z (Sg) Na II
(2’8 + %) as

By = (ys+3) a1 — (zs — 3) ax + = a(ys+3)&k—a(zs—3)9+c(es+1i)2 (8g) Na II
(Zg -+ %) as

B4y = — (:I:g — %) a; + (yg + %) as — = —a (.’L’g — %) X+a (yg + %) y—c (Zg — %) Z (8¢) Na II
(s —3) as

By = (zs+3) a1 — (ys — 3) a2 — = a(zs+3)%k—a(ys—3)y—cl(es—3) 2 (8g) Na IT
(25 — 3) a3

Bis = yYsaj + rgas — 2gas = ays X +argy — c28Z (8g) Na II

Bu = —Ysa; — Tgaz — 2z a3 = —aysX —argy — czs (8g) Na Il
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