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e SrRhyAss is known to have

two temperature-driven structural phase transitions (Zinth, 2012):

— Below 463K it is in this monoclinic a-SrRhyAsy structure.

— In the range 463-555K

it is in the orthorhombic 5-SrRhyAs, structurel

— Above 555K 4-SrRhyAss is in the tetragonal ThCrySiy structure.

Simple Monoclinic primitive vectors
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Lattice
coordinates
Tia; +yraz + 21 a3
—zia; + (y1 + %) az —
(21— 3) a3

—Tri1a1 —Yiaz2 —z1a3

xlal_(yl - %) a2+(21 + %) ag

Toai + yz2az + 22 a3
—I9ag + (yg + %) ag —
(22— 3) a3

—T2Qa1 —Y2a2 — 2243

raan— (1o~ 1) mat (4 ) g

T3 ay +y3a2—|—zga3
—z3a1 + (ys + 3) az —
(23 —3) as

—T3zap —Ysaz —z3ag

$331—(y —%) az+(23+%) as

T4 + Ysaz + 24 a3
—zqa; + (ya+ 3) az —
(24— 3) a3

—T4a1 —Ysgaz —2z4ag

zear—(ya—3) az+ (21 +3) a3

Tsay + Ysaz + z5as

—z5a; + (y5 + 3) a2 —
(3 = 3) as

—Tsa1 —Ysaz — 25a3

1‘581—(y5 - %) 32+(Z5 + %) as

Cartesian
coordinates

(axy +czicosB) X+ by1 §+cz18infz
— (azy +c (21— ) cos B) X+
b(y1—|—%) &—c(zl—%)sinﬁi

—(az1 +cz1c080) X —by1§ —cz1sin Bz
(axl —|—c(21 + %) cosﬁ) X —
b(yi —3) §+c(z+3)sinB2

(axg + czacosB) X+ by2§ + czosin 5z
—(aza 4+ (220 — %) cos B) X+
b(y2+3) 9 —c(22—3)sinpBz

—(azg 4+ czocosB) X —bya § — czosin Bz
(azs + ¢ (22 + 5) cos B) % —
b(yg—%) §f+c(22+%)sinﬁi

(axs + czzcos B) X+ bys § + cz3sin B2
f(ax3+c(23f%)cos6) X+
b(ys+3) 9 —c(z3—3)sinBz

—(azg 4+ czgcos B) X —bysy — czzsin Bz
(axg—l—c(zg—i— %) cosﬁ) X —
b(yg—%) Sf—l—c(z;),—l—%)sin,@i

(axy + czacosB) X+ bys§ + cz4sin 5z
f(ax4+c(z4f%)cosﬂ) X+
b(ya+3) 9 —c(za—3)sinBz

—(azg +czgco8fB) X —bys § — czqsin Bz
(ax4—|—c(24—|— %) COS,B) X —
b(y4—%) Sf—l—c(zél—l—%)sinﬁi

(azxs + cz5c08 8) X+ bys § + cz5sin S Z
—(am—l—c(%—%)cosﬁ) X+
b(ys+3) ¥ —c(25—3)sinB2

—(ax5 + cz5cos f) X — bys § — cz5sin S 2
(aws +c (25 + 3) cos B) X —
b(ys—%) §'+C(Z5+%)sinﬁ2
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As 11
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