K3SnTes (KgSnyTeg) Structure:
A3BC3.mP28 14 3e_e_3e-001
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Prototype KsSnTes

AFLOW prototype label A3BC3_mP28_14_3e_e_3e-001
ICSD 10109

CCDC 1594983

Pearson symbol mP28

Space group number 14

Space group symbol P2 /c

AFLOW prototype command aflow --proto=A3BC3_mP28_14_3e_e_3e-001
—Tparams=a, b/a7 C/av Bv T1,Y1,%1,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y, 21
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Other compounds with this structure
BagSnP3, K3SnSes, NagGeSng, NagzSiTes

e The ICSD lists a-AgCuPQOy| as a quaternary version of this structure.

e Although the print copy of (Dittmar, 1979) and the reference to it in (Eisenmann, 1985) give the publication date of
1978, the actual publication date is June, 1979.

Simple Monoclinic primitive vectors

a3jia2
a; = aX
ag = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yiaz + 21 as = (ax1 +czrcosf) X+by1 § +cz1sinfz (de) KI
B, = —ziar+ (y1+3) a2 — = —(az1 4+ ¢ (21 — 3) cos B) X+ (4e) KI
(zlf%) as b(y1+%)yfc(zlf%)sinﬁi
B; = —rz1a; — Yy as — 21 a3 = —(axy+czicosf) X —by1§ —czysinfz (4e) KI
By = ma—(yn—3) at+(zn+3)a; = (az1 + ¢ (21 + 3) cos B) % — (4e) KI
b(yi—3) 9y+c(z+3)sinf2
B5 = Troaj + Y2 az + 29 a3 = (CLIQ + cz9 CcOs ﬂ) b'e + byg 5’ + czo Sinﬂ Z (46) KII
Bg = —zoa; + (yg + %) ag — = - (0,1'2 +c (22 — %) cos ﬁ) X+ (4e) KII
(2 1) o b(sa+ 1) 9 - c (a2 — 3) sin 2
B = —Iga; — Yz as — 22 as = —(axy+czacosf) X —bys § — czasin Bz (4e) KII
Bs = ma—(2—1)a+(xn+i)ay = (axs + ¢ (22 + 3) cos B) % — (4e) KI1I
b(y2—3) ¥+c(z2+3)sinfz
By = r3ai + yzas + 23 a3 = (axs + czzcos B) X+ bys§ + cz3sin S 2 (4e) K III
Bio = —z3a; + (y3 + %) ag — = - (cwcg +c (23 — %) cos ﬁ) X+ (4e) K III
(23— 3) a3 b(ys+3) ¥ —c(zs—3)sinB2
By = —r3a; —y3as — 23 as = —(ax3+czzcosf) X —bysy — cz3sin Bz (de) K III
Biz = zsai—(y3— 1) as+(z+3)as = (axs +c (23 + 3) cos B) X — (4e) K III
b(yg— %) y+c(23+%)sinﬂi
Bz = Tga) + ygas + 24a3 = (axg + czgcosB) X+ bys§ + cz4sin Sz (4e) Sn I
By = —x4aq + (y4 + %) as — = — (ax4 +ec (24 — %) cos 6) X+ (4e) Sn I
(24—%) as b(m—f—%)&—c(z;;—%)sinﬁi
Bis = —rga; —ygap — 2483 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4e) Snl
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B16 = T4 al—(y4 — %) a2+(24+ %) as = (az4+c(24+ %) COSﬂ) X — (46) Sn 1
b(y f%) y+c(24+%)sinﬂ2

By = Tsay + ysas + 25 as = (axs + cz5co8 B8) X+ bys § + cz5s8in S (4e) Te I
Bis = —x5a; + (y5 + %) as — = — (ax5 +ec (25 — %) cos 6) X+ (4e) Te I
(25 1) 2 b(us+3) 9 - c (s - 3) sin 2
Bis = —Tsa; — ysas — z5as = —(axs+czscosf) X —bysy — cz5sin Bz (4e) Te I
Boy = z5a1— (y5 - %) as+ (25 + %) az = (axg, +ec (25 + %) cosﬂ) X — (4e) Te I
b(ys — %) §+c(25+3)sinBz
By = Tgay + Ygas + 2¢ as = (axe + czgcos B) X+ bys § + czgsin Sz (4e) Te 1I
By = —Tgay + (yg + %) as — = — (ax6 +ec (ze — %) cos 6) X+ (4e) Te 11
(26—%) as b(ye—l—%)}?—c(zﬁ'—%)sin,@i
B23 = —TgaAl — Yg A2 — Zg A3 = — (CLI(; + czg CcOS 5) X — by6 y — CZg Sinﬂ Z (46) Te 11
Boy = aga;— (y6 - %) ar+ (26 + %) a3 = (a:vg +ec (zG + %) COSB) X — (4e) Te 11
b(ys— %) §+c(z+3)sinB2
Bos = Tray + yras + z7as3 = (axy + czrcos B) X+ byr § + czrsin 5z (4e) Te 111
B = —x7ag + (y7 + %) as — = — (ax7 +ec (z7 — %) cos B) X+ (4e) Te 111
(s 1) 2 b+ 3) 3 - c(on - 3)sinpa
Bor = —xra; —yrag — zyas = —(ax7+czrcosf) X—by; § — czrsin Bz (4e) Te 111
Bos = z7a;— (y7 - %) as+ (z7 + %) ag = (ax7 +c (27 + %) cos ﬁ) X — (4e) Te II1

b(yr—3) y+c(zr+3)sinBz
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