Cementite (Fe3C, D0q1) Structure:
AB3.0P16.62_c_cd-001

This structure originally had the label AB3_oP16_62_c_cd. Calls to that address will be redirected here.
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Prototype CFes

AFLOW prototype label AB3_0P16_62_c_cd-001
Strukturbericht designation D014

Mineral name cementite

ICSD 16593

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB3_oP16_62_c_cd-001
--params=a, b/a, c/a, v1, 21, T2, 22, T3, Y3, 23

Other compounds with this structure
Co3B, CosC, LagCo, Mn3C, NizB, NizC, NizY, Pd3B, Pd;P, PdsSi, Pt3Si (HT)

e Cementite (D011, Fe3C)| and orthorhombic ClF3 share the same AFLOW prototype label, AB3_0oP16_0P16_c_cd. They
are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.
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Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cCZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = J:lal—l—iag—i—zlag = a:r:lfc—i—%by—kczli (4c) CI
B, = —(xl—%) al+%ag+ = —a(xl—%)fc—kgby—kc(zl—i-%)i (4¢) ClI
(=1 +3) as
B = —zi1a; + %32 — 21 a3 = —axr1 X+ %byfczli (4¢) CI
By, = (ml—i—%)al—l—iag—(zl—%)a;; = a(xl—l—%)i—i—%by—c(zl—%)i (4c) CI
B; = Tpa1 + 3 as + 2283 = aza X+ 1by +c202 (4c) Fe I
Bg = —(932—%) al+%ag+ = —a(@—%)&—k%by—kc(zz—l—%)i (4¢) Fel
(22 +3) as
B, = —T9a; + % ar — zp a3 = —azre X+ %by — 292 (4¢) Fel
Bg = (mg—i—%)al—l—iaz—(zg—%)ag = a(gcg—l—%)f(—i—%by—c(zg—%)i (4c) Fel
By = T3a; +y3zas + 23 as = arsX +bysy +cz3Z (8d) Fe II
B = 7(:1:37%) a; —yszas + = fa(ng%)fcfbygerc(z;ng%) Z (8d) Fe II
(z3+ %) a3
Bii = —zsai+(ys+1)ay—z3a3 = —azsX+b(ys+3) § —cz32 (8d) Fe 11
B = (xg—i-%)al—(y—%)ag— = a(xg—i—%)fc—b(y—%)y—c(z;),—%)i (8d) Fe I
(23 —3) as
Bz = —r3za; —ysas — 23 a3 = —ar3X —bysy —cz3% (8d) Fe II
Bua = (z3+3) aitysar—(z3—3) a3 = a(zs+3) K+bysy—c(zs—1) 2 (8d) Fe II
B = Tza; — (y3 — %) as + z3 as = angc—b(yg — %) V+czz (8d) Fe II
Bis = —(ms—Ha+(p+ti)at+ = —a(zs—3)k+b(ys+3) 9+c(s+3)2 (8d) Fe II
(23 +3) as
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