NdsFe 4B Structure:
AB14C2_tP68_136_f_ce2j2k _fg-001

This structure previously used the label(s) AB14C2_tP68_136_f _ce2j2k_fg. Calls to these addresses will be redirected here.
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Prototype BFe14Nd,

AFLOW prototype label AB14C2_tP68_136_f_ce2j2k_fg-001
ICSD 67224

CCDC 1629242

Pearson symbol tP68

Space group number 136

Space group symbol P4y /mnm

AFLOW prototype command aflow --proto=AB14C2_tP68_136_f_ce2j2k_fg-001
~Tparams=a, c/a, 22,X3, X4, T5,T6,26, L7, 27, L8, Y8, 28, L9, Y9, 29
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Other compounds with this structure

GdgCOl4B, Gd20014c, Gd2F614B, Gd2F€14C, H02F614B, H02F614:C7 L32F614B, L32F614C, LUQF614B, Lu2F614C, Nd2C014B,
PI'20014B, PI‘2F614B, PI‘QF614C, Sm2C014B, SIIlQF(314B7 Sm2F914C7 TbQCOl4B, Tb2F€14B, Tb2F614C, Th2F614B, T‘HIQF(314B7
TH]QF614C, Y20014B7 Y2F614B, Gdg(ColoMn4)B, Gdg (CO7F€7)B, LaQ(CO7Fe7)B, ng (CO7F€7)B, PI‘Q(CO7F€7)B7 ng(FeloMn4)B,
Yy (FeoMny)B, (GdNd)Fe14B, (HoNd)Fey4B, (NdPr)Fe14B, (NdTh)Coy4B, (NdTh)Fey4B, (NdY)Coy4B, (NAY)Fey4B, (ThY)Fe 4B

e In many cases the boron site can be partially occupied with boron or carbon, or have a mixture of boron and carbon.

Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ay = lay (4c) Fel
B, = %ag—i—%ag = %ay—i—%ci (4c) Fel
B; = %al +%33 = %af{—l— %ci (4c) Fel
B, = 1a = lax (4c) Fe I
B; = 2z a3 = 20 Z (4e) Fe 11
Bg = %al—l—%ag—i—(zg—&—%) as = %aﬁ—&—%ay—&—c(zg—i—%)i (de) Fe II
B, = %al—i—%aQ—(ZQ_%) as = %af{—&—%ay—c(z@—%)i (4e) Fe 11
Bs = —zp a3 = —C29 % (4e) Fe IT
By = T3 a; + T3 as = ar3X + arsy (4f) B1
Bio = —T3a; — T3 a = —ar3X —axr3y (4f) BI
Bii = —(23—3) all+ (z3+3) a2+ = —a(zs—3) X+a(zs+3)y+ica (4f) BI
283
Biz = (z3+3)a—(z3—3)ax+iaz = a(zs+3) x—a(zs3—1) y+ icz (4f) BI
Bz = T4a; + T4an = ars X+ aryy (4f) Nd I
B4 = —T4a; — T4as = —axrsX —axrsy (4f) Nd1I
By = f(x f%) a11+ (x4+%) ag+ = —a (’l} f%) )‘(+a(:c4+%) er%cﬁ (4f) Nd I
243
Big = ($4+%)a1— m—%) 32—‘1-%83 = a(m—&-%)i—a(m—%)y—i—%ci (4f) Nd I
By = Tsa; — Tsas = axrsX —arsy (4g) Nd IT
Bis = —Tsay + 5 ag = —ars X+ axrsy (4g) Nd II
Big = ((E5+%) al—i—(xg,—i—%) az—&—%ag = a(mg,—&-%))‘c—i—a(xg,—l—%)y—f—%ci (4g) Nd IT
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By = (zs+ 1) a1 (y — Y ar+ = a(zs+i)x—a(ys—3) 9+c(es+1)2 (16k) Fe V
(28 +3) as

Bso = (8—7)a1+(yg+ g)at = —a(zs—3) Xta(ys+3) Fre(ms+3)2z (16K Fe V
(2 +3) as

Bs1 = —Yysa; — Tgaz + zs a3 = —aysX —axgy + czgZ (16k) Fe V

By, = ys a1 + g ag + 2s as = aysX +arsy + czs Z (16k) Fe V

Bss = Tgay + yg as + 29 ag = argX+aygy + cz9z (16k) Fe VI

Bss = —ZTga; — Ygaz + 29 as = —argX —ayyy + ¢z Z (16k) Fe VI

Bis = —(m-fmtlrdmt - —alw—d) Tralesd) relord)z (06 FevI
o+ 1) 2

B56 = (yg—F%)al—(l’g—%)az—F = a(y9+%)f<—a($9—*)}’+0(z9+ )2 (16k) Fe VI
(20 +3) a3

Bsr = —(xg—%) a; + (yg+%) az — = ( Ty — *) X+a (y9+ ) y—c (2'9_ %) z (16k) Fe VI
(o - 1)

B = (orha-(n-Hm- = almrhr-alm-d)-cla-Hi (6  Fev
(20 —3) a3

Bsg = Yo ai + Tgag — zg as = ayoX + arey — cz9Z (16k) Fe VI

Beo = —Yoai — Tgaz — Zg a3 = —aygX —ax9gy —cz9Z (16k) Fe VI

Be1 = —ZTga; — Ygaz — 29 a3 = —argX —ayyy —cz9Z (16k) Fe VI

Bz = Tgaj + ygas — 29 as = argX + ayyy — czgZ (16k) Fe VI

Bgs = (yo+3) a1 — (zg— 3) az — = a(yo+z)&k—a(re—3)9—c(z0—3) 2 (16k) Fe VI
(20 —3) as

Bea = —(p—3)ai+(ro+s)az— = —a(y—3)X+a(zo+3)I—c(0—3)2 (16k) Fe VI
(20 —3) s

Bus =  (m+da-(n-Yat = almtd)x-aln-Diielntda () Fevi
(20 +3) s

Bes = —(r9—3)ai+(y+3)art = —a(zg—35)Xta(y+3)I+c(zo+3)2z  (16k) Fe VI
(29 + 5) as

B67 = —lYgay — Tgaz —+ Zg as = —QaYg )A( — axg S’ + CZ9 2 (161{) Fe VI

Bes = Yo a1 + Tg az + 29 as = ayoX +axgy + ¢z 2 (16k) Fe VI
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