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Prototype 0S:Y,

AFLOW prototype label AB2C2_mP20_14_e_2e_2e-001
ICSD 67503

CCDC 1629491

Pearson symbol mP20

Space group number 14

Space group symbol P2 /c

AFLOW prototype command aflow --proto=AB2C2_mP20_14_e_2e_2e-001
—-params=a, b/a7 C/a7 /67 x1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25

Simple Monoclinic primitive vectors

L.
a= “x AP
N e
ag = ccosfX+csinfz



http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/A73U
https://aflow.org/prototype-encyclopedia/AB2C2_mP20_14_e_2e_2e-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=67503&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1629491&DatabaseToSearch=Published

Basis vectors

B, =
B, =

Bs =
B, =

B; =

By =
Bs =

By =
Bio =

By =
B2 =

Bz =
B =

Bis =
Bis =

Bz =

B18 =

Bz =

References

Lattice
coordinates
Tiay +yraz + 2;a3
—zia; + (y1 + %) az —
(21— 3) a3

—ri1a1 —Yiaz —z1a3

zra1—(y1 — 3) ax+ (21 + 3) as

Toay + Y22z + 2233
—z2a; + (yz =+ %) az —
(22— 3) a3

—T2Qa1 —Y2a2 — 2243

raan— (1o~ 1) mot (4 ) g

T3 ay +y332—|—23a3
—z3ar + (Y3 + 3) az —
(23— 3) as

—T3a; —Ysaz —zzag

37331_(y3 - %) az+(23 + %) as

T4a1 +Ysaz + 24a3
—zqa; + (ya+ 3) az —
(24— 3) a3

—T4a1 —Ysgaz —2z4ag

x4a1—(y4 — %) aQ+(Z4 + %) as

Tsa) + Ysaz + z5as

—zs5a; + (Y5 + 3) az —
(25— 3) a3

—Tsa1 —Ysaz — 254a3

1‘581—(95 - %) 32+(Z5 + %) as

Cartesian
coordinates

(axy +cz1cosB) X+ by1 §+cz18infz
— (azy +c (21— 4) cos B) X+
b(y1+%)y—c(zl—%)sinﬁ2

—(ax1 +cz1c08B) X —by1§ —cz1sin Bz

(axl —|—c(zl + %) COSB) X —
b(yi—3) §+c(z1+3)sinB2

(axg + czacosB) X+ by2§ + czosin 5z
—(a:@—kc(zz—%)cosﬁ)f{—k
b(ngr%)yfc(fo%)sinﬁi

—(azg 4+ czocosB) X —bya § — czosin Bz

(amg —i—c(zz + %) cosﬁ) X —
b(yg—%)gf—l—c(zg—i—%)sinﬂi

(ax3 + czzcos B) X+ bys § + cz3sin S Z
f(ax3+c(23f%)cosﬂ)§<+
b(ys+3) 9 —c(zs—3)sinBz

—(azs 4+ czgcosB) X —bysy — czzsin Bz

(axg, +c(z3 + %) cosﬁ) X —

b(y —%)Sf—l—c(z;),—i—%)sin,@i
(axy + cz4co8B) X+ bys § + cz48in S 2
—(au—l—c(z;;—%)cosﬂ)fc—f—
b(ya+3) 9 —c(za—3)sinBz
—(azg 4+ cz4co8B) X —bys § — czqsin Bz
(aa:4 —|—c(Z4 + %) COS,B) X —

b(y —%)y+c(Z4+%)sinﬁ2
(axs + cz5c08 8) X+ bys § + cz58in S Z
—(am—l—c(%—%)cosﬁ)ﬁ—i—
b(y5+%)y—c(z5—%)sinﬁ2
—(axs + cz5cos B) X —bys § — cz5sin B Z
(aws +c (25 + 3) cos B) X —

b(y —%)y+c(z5+%)sinﬁ2

Wyckoff
position
(4e)
(4e)

Atom
type
Ol
Ol

OlI
Ol

S1
S1

S1
S1

S1II
S1II

S II
S1II

Y1
Y1

YI
YI

Y II
Y II

YII
YII

[1] T. Schleid, Crystal structures of D-Y2S3 and Y20Ss, Eur. J. of Solid State Inorg. Chem. 29, 1015-1028 (1992).

First cited in

H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of

Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: 10.1016/j.commatsci.2024.112988.


http://dx.doi.org/10.1016/j.commatsci.2024.112988

