C3Cr7 (D101) Structure:
A3B7_0P40_62_cd_3c2d-001

This structure previously used the label(s) A3B7_oP40_62_cd_3c2d. Calls to these addresses will be redirected here.
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Prototype C3Cry

AFLOW prototype label A3B7_0P40_62_cd_3¢2d-001
Strukturbericht designation D10y

ICSD 76799

CCDC 1637324

Pearson symbol oP40

Space group number 62

Space group symbol Pnma
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AFLOW prototype command aflow --proto=A3B7_oP40_62_cd_3c2d-001
—~params=a, b/a7 C/a7 L1,R1,X2,22,X3,23,L4,24,L5,Y5, 25, L6, Y6, 26, L7, Y7, 27

Other compounds with this structure
C?,Fe'z7 CgMn7

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = J:lal—l—iag—i—zlag = asr:lfc—i—iby—kczli (4c) CI
B, = —(xl—%) al+%ag+ = —a(xl—%)f(—kgby—kc(zl—i-%)i (4¢) CI
(21 +3) as
B = —zi1a; + %32 — 21 a3 = —ar1 X+ %byfczli (4c) CI
B, = (acl—i—%)al—i—iag—(zl—%)a;; = a(xl—l—%)i—i—%by—c(zl—%)i (4c) CI
B; = Taa1 + 3 as + 2283 = aza X+ 1by +c202 (4c) Crl
Bg = —(a: —%) 31+%32+ = —CL(,ZEQ—%))A(—F%I)}A’—FC(ZQ—F%)Z (4¢) Crl
(22 +3) as
B, = —T9a; + % ar — zp a3 = —are X + %by —c29% (4¢) Crl
Bg = (mg—i—%)al—l—iag—(zz—%)ag = a(xg—l—%)f(—i—%by—c(zg—%)i (4c) Crl
By = T3al + 3 as + 23a3 = arzX+ 1by +c232 (4c) Cr1I
Bio = —(z3—3) ai+3a,+ = —a(z3— ) %x+3by+c(z+3)2 (4c) CrlI
(23 +3) as
By1 = —z3a; + % ar — z3 a3 = —azxr3 X+ %by —cz37Z (4¢) Crll
B, = (3734—%) al+i32—(23—%> az = a(xg—l—%)fc—i—%by—c(zg—%)i (4c) CrII
Bz = rqag + i as + z4 a3 = ars X + iby +cz4 Z (4¢) Cr III
B4 = —(za—3) ar+2ay + = —a(zs—3) X+ 309 +c(zu+3) 2 (4c) Cr III
(22 +3) as
By = —z4a; + % as — z4 as = —ars X+ %by — 242 (4c) Cr III
Big = (m—l—%) al—l—iag—(zél—%) az = a(m—l—%)fc—l—%b&—c(m—%) Z (4c) Cr III
By = Tsa; + ysas + 25 ag = ars X + bys y + cz5 Z (8d) CII
Bis = — (25— 1) a1 —ysas + = —a(zs—3) X —bysy+c(25+3) 2 (8d) CII
(z5+ %) as
By = —x5a; + (y5 + %) as — 25 as = —axsX+0b (y5 + %) v —c257 (8d) CII



B = (mdam-(n-dm- - alstdx-blm-}i-cl=-Yz 8 cn
(2 —3) as

Bo1 = —Tsa; — Ysaz — 2583 = —axs X —bys ¥ —cz5 2 (8d) ClII

By = (z5+3)aitysas—(z5—3)a; = a(rs+3) K+bysy —c(z5—3) 2 (8d) ClII

Bos = x5al—(y —%) as + 25 as = ax55c—b(y5—%)y+cz52 (8d) CII

Bau = —(-dmt@nh)mt - o} xblntd) yrelai s G Cn
(2 +3) as

By = Tgay + yYgas + 2¢ as = axe X+ bysy + cz¢ Z (8d) Cr IV

By = — (w6 — 3) a1 —ysaz + = —a(wg— %) X—bysy+c(z+3) 2 (8d) Cr IV
(26 + %) az

Bar =  —agar+ (ys+3) az—25a3 = —aze X +b(ys +3) ¥ — cz6 2 (8d) Cr IV

B = (mtDa-(w-da- = almt)i-ble-b)i-clm-1a ) oIV
26 — 3) as

B,y = —Tga; — YAz — 26 a3 = —axeX —bys ¥ — cz6 Z (8d) Cr 1V

Bso = (26+3)aitysaz—(z—3) a3 = a(re+5) K+byey —c(2—3) 2 (8d) Cr v

B31 = Tg Al — (yﬁ — %) as + Zg A3 = azﬁﬁ —-b (y6 — %) S’ + 02’62 (Sd) Cr IV

B = —(ro-dmtlotdmt - —aleo—}) %) gre(ord)z () G
(26 + 3) as

B3 = T7ay + yras + 27 as = ar7X+by; y +czrz (8d) CrV

B3y = — (27— 3) a1 —yrax + = —a(zr—3) X—byry+c(zn+3) 2 (8d) CrVv
(27 + %) az

Bss = —zrar+ (yr +3) a2 — 27 a3 = —axrX+b(yr+3) §—cxr 2 (8d) CrV

Bss = (27 +3) a1 — (yr—3) a2 — = a(zr+3)X-blyr—3)y—clzr—3)2 (8d) Cr v
27— 3) as

By = —Tr7a; —yras — 27as = —ar7X —byry —c2rZ (8d) CrvV

Bss = (z7+3)aityras—(zx—3) a3 = aler+3) R+byr 9 —c(zr—3) 2 (8d) Crv

B3y = zra; — (yr — 3) as + 27 a3 = ar7rX—b(yr — 3) § + ek (8d) CrV

By = —(zr—3)a+(yr+3)a+ = —a(er—3)%+b(yr+3)9+c(er+3)2  (8d) Cr v
(o1 + 1) 2
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