Tl4S3 Structure:
A3B4 . mP28_14 3e_4e-001
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AFLOW prototype command

S3T14

A3B4.mP28_14_3e_4e-001
2647

1592515

mP28

14

P2, /c

aflow --proto=A3B4_mP28_14_3e_4e-001

--params=a,b/a,c/a,ﬂ,xl,yl, 21,22,Y2, 22, X3, Y3, 23, L4, Y4, 24, L5, Y5, 25, L6, Y6, 26, L7,

Yz, 27
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e (Leclerc, 1973) give the structural information in the P2;/a (unique axis c) setting of space group #14. We used
FINDSYM to transform this to the P2;/c (unique axis b) setting.

Simple Monoclinic primitive vectors

ay; = aX
az = by

ag = ccosfBX+csinfz

Basis vectors
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B, =
Bs =

Bio =

B11 =
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Bis =
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Bis =
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Byr =
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Lattice
coordinates

Tia; +yraz+ 21 a3
—x1a1+(y1+%) az —
21—%) ag

—Tri1a1 —Yiaz —z1a3

351a1—(y1 - %) a2-1-(21 + %) ag

Toai + yz2az + 22 a3

—z2a; + (yz + %) az —
22 — %) as

—T2Qa1 —Y2a2 — 2243

r2a1—(y2 = 3) axt (2 +3) &

rzaj +Yysag + z3as
—z3za; + (ys =+ %) az —
(23— 3) as

—Zza; —Ysaz —z3a3

rsar— (3 —3) axt(m+3) a

T4 + Ysaz + 24 a3
—x4a; + (y4+%) az —
(24— 3) a3

—T4a1 —Ygaz —24Aa3

$431—(y —%) a2+(24+%) as

Tsar + ysaz + 25 as
—Tsai + (y5 + %) az —
(5 —3) a3

—Tsa1 —Ysaz —zsag

Cartesian
coordinates

(axq +czico8B) X+ by1 §+cz18infz
—(axl—i—c(zl —%)cosﬁ) X+
b(yl—i—%) y—c(zl—%)sinﬁi

—(ax1 +cz1co8B) X —by1§ —cz1sin Bz
(axl —|—c(21 + %) cosﬁ) X —
b(yi—3) §+c(z+3)sinB2

(axg + czacos B) X+ by2§ + czosin 5z
— (az2 + c (22— 1) cos B) X+
b(y2—|—%) S’—c(zg—%)sinﬁi

—(azg 4+ czocosB) X —bya § — czosin Bz
(amg—i—c(zz + %) cosﬁ) X —
b(y—3) §+c(z2+3)sinB2

(axs + czzcos B) X+ bys§ + czgsin 5z
f(ax3+c(23f%)cos6) X+
b(ngr%) yfc(23f%)sinﬂ2

—(azs 4+ czgcos B) X —bysy — czzsin Bz
(amg—l—c(zg—i— %) cosﬁ) X —
b(yg—%) y—l—c(zg—l—%)sinﬁi

(axg + cz4co8B8) X+ bys § + cz4sin S 2
f(aa:4+c(z4f%)cosﬂ) X+
b(y4+%) yfc(z4f%)sinﬁi

—(azg +cz4co8fB) X —bys § — cz4sin Bz
(ax4—|—c(Z4—|— %) cosﬁ) X —
b(y4—%) y+c(Z4+%)sinﬁi

(axs + cz5c08 8) X+ bys § + cz5sin S 2
—(ax5+c(z5—%)cosﬂ) X+
b(ys+3) ¥ —c(25—3)sinB2

—(azs +czscosB) X —bys § — czssin Bz

Wyckoff
position

(4e)
(4e)
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type
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S1

S1II
S1II

S 1II
S1II

S II1
S III

S III
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T11

T11
T11

T11I
T11I

T1 11



B20 = T5 al—(y5 — %) a2+(25 + %) as = (az5 +C(Z5 + %) COSﬂ) X — (46) T1 11
b(y — %) 5’+C(Z5+%)sinﬁﬁ

By, = Tgai + Ygas + 26 as = (axe + czgcos B) X+ bys § + czsin Sz (4e) TI II1

By = —zga; + (yg + %) as — = — (axg +c (zg — %) cos 6) X+ (4e) T1 111
(26—%) az b(ye—I—%)&—c(zg—%)sinﬁi

Bos = —Tgay — Ysas — 26 a3 = —(axg+czgcosf) X —bygy — czsin Bz (4e) T1 111

Boy = aga;— (y6 - %) as+ (26 + %) az = (axg +ec (26 + %) cosﬂ) X — (4e) TI II1
b(ys— %) ¥ +c(z6+3)sinB2

By = Tray + yras + z7as = (ax7 + czrcos B) X+ byr § + czrsin Sz (4e) TIIV

By = —x7a; + (y7 + %) as — = — (ax7 +c (27 — %) cos 6) X+ (4e) T1 IV
(s 1) 2 b+ 3) 3 - c(on - 3) sinpa

B27 = —T7ay —Yraz —zrag = — (CLI7 + cz7 cos 5) X — by7 y — CzZ7 Sinﬂi (46) TIIV

Bogs = x7a;— (y7 - %) ar+ (27 + %) ag = (ax7 +c (27 + %) COSB) X — (4e) TIIV

b(yr—3) y+c(zr+3)sinBz
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