Mn/Sb Substitution Modeling: y = [(5 + 2x) Ypn — *]

A

250 (Mn)!Sb1_y)2'!'e3 AIIo'y Formlation u'sing XM?
|- T. random (calc.)? |
200 @ T, cluster (calc.) / |

A Low Mn content
[l High Mn content . '
g 150 / -
(&)

= 100 H g -
w-/‘ﬁ; ]
¥4 0.7< x < 0.85 -

0 . 1 1 . 1

0.0 0.2 04 0.6
y

(Mn,Sb, ), Te, Alloy Formation using g,

| @ T, random (calc.)?
|-l T, cluster (calc.)

| A Low Mn content
Bl High Mn content

_/

Apn "

A

0.7<x<0.85]

0.0 0.2 0.4 0.6

y

Figure 1: Modeling of excess Mn incorporation into (Sb,Te;),(MnSb,Te,),. A) Mn elemental fraction ()
was used to calculate the alloy fraction, y. B) Sb elemental fraction (xg,) was used to calculate y.



