SUPPLEMENTARY INFORMATION

Enhanced Bulk Thermoelectric Performance of Pb,¢Sn,sTe: Effect of

Magnesium Doping

Sandhya Shenoy and D Krishna Bhat*

Department of Chemistry, National Institute of Technology Karnataka, Surathkal

Srinivasnagar, Mangalore - 575025, India

*Corresponding author email: denthajekb@gmail.com

S1



R T

.
88888000
33388000

.
cee®
®teeee’

te,
.

IR A4 H

EXEY
tese*

..0' .0.0.".
eessBoendilssesce

tee

e,
ceee,

ece
® e,
qecttees

e
..

1
i
%000cccccce

.
8800y
88888000

.
b

veq
.
. .

*e "®%t00c0cne

st

e,
o' tsecnntnng

Figure S1. Electronic structure of PbySnsMgTe ¢ (D-II configuration) with Mg in zinc blende site

determined using a 2x2x1 supercell.
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Figure S2. Crystal structures and corresponding electronic structures of a) Pb;oSneTeis,
PboSngMgTe ¢ b) with mirror symmetry retained and c) with breaking of local symmetry

determined using V2x\2x2 supercell containing 32 atoms.
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Figure S3. Temperature dependent power factor of Pbg ¢xSngsMgTe.
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