KoNbF7 (K69) Structure:
ATB2C mP40.14 7e 2e e-001

This structure previously used the label(s) A7B2C_mP40_14_7e 2e_e. Calls to these addresses will be redirected here.
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Prototype F;Ks5Nb
AFLOW prototype label A7B2C_mP40_14_7e_2e_e-001
Strukturbericht designation K69
ICSD 14132
CCDC 1595533
Pearson symbol mP40
Space group number 14
P2 /c

Space group symbol
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AFLOW prototype command aflow --proto=A7B2C_mP40_14_7e_2e_e-001
—~params=a, b/a7 C/a7 57 T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,

Y7, 27,78, Y8,28,29,Y9, 29, L10, Y10, 210

Other compounds with this structure

K2 TaF7

Simple Monoclinic primitive vectors

ay; = aX
az = by
ag = ccosfBX+csinfz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = 1 ag +y1 as + 21 a3 = (a:z:l + cz1 COSB) )A(+by1y+CZl Sinﬂi (46) FI
B, = —z1a; + (y1 + %) ag — = - (awl +c (21 — %) cos ﬁ) X+ (4e) FI
(zl—%) as b(yl—l—%)y—c(zl—%)sinﬁi
B; = —ri1a; —yias — 21 a3 = —(ax1+czrcosf) X—by1§ —cz1sinfBz (4e) FI
By, = z1a;— (yl — %) as + (2’1 + %) as = (Cl.Z‘l +c (21 + %) COSﬁ) X — (4@) FI
b(yi —3) ¥ +c(2+3)sinpz
By = Toaj + ypas + 29 a3 = (axe + czacos B) X+ bya § + czos8in S 2 (4e) FII
Bg = —x9a; + (yg + %) as — = — (axz +c (22 — %) cos B) X+ (4e) F II
(22— 3) a3 b(y2+3) ¥ —c(22—3)sinB2
B = —Tpa; — Yz as — 22 a3 = —(axg+czpcosf) X —bys § — czosin Bz (4e) FII
BS = mgal—(yg— %) a2+(22+%) as = (az2+c(22+%) COSﬂ) X — (46) FII
b(ygf %) erc(zQJr%)sinﬂﬁ
By = r3aj + yzas + 23 as = (axs + czzcos B) X+ bys§ + cz3sin Sz (4e) F III
Bio = —z3a; + (y3 + %) as — = — (axg +c (23 — %) cos 6) X+ (4e) F III
(23— 3) as b(ys+3)§—clzs—3)sinBa
Bi1 = —r3za; — ysag — 23 a3 = —(axz+czzcosf) X —bysy — cz3sin Bz (4e) F 111
B2 = z3a1— (y3 - %) ar+ (23 + %) az = (axg +ec (23 + %) cosﬂ) X — (4e) F 111
b(ys—32) §+c(zs+3)sinBz
Bis = T4ay +ysag + 24 ag = (axy + czqcosB) X+ bys§ + cz4sin 5z (4e) FIV
By = —x4aq + (y4 + %) as — = — (ax4 +ec (2:4 — %) cos 6) X+ (4e) FIV
(1 1) o b+ 1) 9 - c (e - 3) sinpa
B15 = —T4a1 —Ygaz — 24Qa3 = - (CL.’,E4 + cz4 COS 5) X — by4 y — CZy Sinﬂi (46) FIV
Big = z4a;— (y4 - %) as+ (24 + %) a3 = (ax4 +c (24 + %) cosﬁ) X — (4e) FIV
b(ya—3) §+c(za+3)sinBz
By = Tsa; + ysas + 25 as = (axs + cz5cos B) X+ bys§ + cz5sin 5z (4e) FV
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—Tsai + (y5 =+ %) az —
(- 4) 2

—Isa1 —YsaA2 —254a3

roan— (vs — 1) mot (35 + )

Tear + Ye a2 + 26 a3
—Zgay + (y6+%) ag —
26*%) ag

—Tedl —YsaA2 — 26 A3

xsal—(yﬁ - %) az—f—(zﬁ + %) as

r7a; +yraz + zras
—wrar+ (yr + 3) az —
Z7—%) ag

—T7a; —Yragz —zrag

33731—(317— %) a2—|—(z7+ %) as

Tgar + ysaz + zgas
—zgar + (ys+ 3) az —
z5 — 3) as

—Tgadl —Ygaz — zgas

stal—(ys - %) 32+(28 + %) as

Tgar + Yo az + 29 ag
—zoar + (yo + 3) az —
Z9— 3) as

—Xga; —Ygagy — Zgag

139?11*(319 - %) 32+(29+ %) ag

T10a1 + Y10 a2 + 210 A3
1
—Tpa; + (y10 + 5) as —
1
(210 — %) a3

—Z10aA1 —Yi10a2 — 210 A3

Tipar — (yIO - %) az +
(210 + 3) a3

*(CLCC5+C(Z5*%)COS[3)§(+
b(y5+%)yfc(25f%)sinﬁﬁ
—(azs + czscos B) X —bys § — czssin Bz
(aa:s +c(z5 + %) cosﬁ) X —

1\ & 1 . N
b(y5—§)y+c(z5+§)smﬁz
(axe + czgcos B) X+ bys § + cz6 sin B Z
f(aa:6+c(zﬁf%)cosﬂ)§<+
b(ys+3) 9 —c(26—3)sinBz
—(azg + czgcos B) X —bygy — czesin Bz
(axﬁ +c(26 + %) cosﬁ) X —

b(y —%)Sf—l—c(zG—i—%)sinﬁi
(ax7 + czrcos B) X+ byr § + czrsin 5z
—(ax7+c(z7—%)cosﬂ)5<+
b(yr+3) 9 —c(zr—3)sinBz
—(az7 +czrcosB) X —byr y — cz7sin Bz
(aa:7—|—c(27 + %) COS,B) X —

b(y —%)y—i—c(zv—i—%)sinﬁi
(axg + czgcos B) X+ bys § + czgsin S 2
—(aw8+c(28—%)cosﬁ)§<+
b(yg—l—%)y—c(zg—%)sinﬁi
— (axg + czgcos B) X —bys § — czgsin B Z
(axs +c (28 + 3) cos B) X —
b(yg—%)y—kc(zg—i-%)sinﬁi
(axg + czgcos B) X+ byg § + czgsin S
—(axg—l—c(zQ—%)cosB)fc—i—
b(yo+3) ¥ —c(z0—3)sinB2
— (axg + czgcos B) X —byg§ — czgsin B Z
(a:z:9+c(29+ %) cosﬁ) X —
b(ygf%)erc(Zg;Jr%)sinﬂﬁ

(ax10 + cz10c08 B) X+ by10§ + cz10sin 5 Z

— (aa:lo +c (210 - %) cosﬂ) X+
b(yio+3) §—c(zi0—3)sinfz
—(az10 + czipcos B) X —byi1o ¥ —

cz108in Bz
(az10 + ¢ (210 + 3) cos ) & —
b(ylo— %) y—i—c(zw—l—%) sin 8 Z

data, Acta Cryst. 20, 220-229 (1966), doi:10.1107/S0365110X66000458.
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