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Table S1. Refined Lattice Parameters, Structural Parameters, and Reliability Factors (with all

non-excluded points for pattern) by Rietveld Analysis of XRD Patterns of V., Fe;+,Sb (0 <x,

y <0.1) half-Heusler at 300 K.

Chemical Composition Structural Reliability Factors (%)  Density (g.cm™)
Nominal Refined a (A) R, Ry, Ry, pF  Colewsted  Experimenta
VFeSb  VigoayFeossnFeoosyShiooy a=5.8259(1) 7.7 10.6 6.1 296 7.677 1.5
VoooFeSb Voot FeoornFenosmShossy a=5.8254(1) 9.9 141 88 256 7.706 7.6
VoosFeSb Voot FegomnFenoenyShossy a=5.8258(1) 89 12.0 7.1 281 7.69 7.5
ViosFeSb  VyooayFeooamyFeoocySbossny a=5.8260(1) 89 119 7.1 280 7.674 74
Vi0FeSb  ViggnFeoosnFeoosnShosray a=5.8262(1) 84 114 72 249 7.616 7.4
VFepo0Sb  ViooyFeosomyFeooSbossay a=5.8256(1) 112 164 84 3.84 7.581 7.4
VFeposSb  VigsnFeoomiFeoosyShiohyy a=5.8258(1) 7.8 107 8.1 177 7677 15
VFe 0sSb  ViooayFeoonaFeoonShossny a=5.8263(1) 82 113 62 332 7.715 7.6
VFe;10Sb  VioaFeosomFeoosShbossy a=25.8265(1) 7.7 106 6.0 3.10 7.778 7.7
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Figure S1. Rietveld refined XRD pattern of VFeSb half-Heusler.
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Figure S2. Rietveld refined XRD pattern of V(oFeSb half-Heusler.
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Figure S3. Rietveld refined XRD pattern of V( ¢sFeSb half-Heusler.

S3



Intensity (a.u.)

Intensity (a.u.)

E ° 1. Yobs E
= . V].DSFeSb — 2. Ycalc =
E — 3. Yobs-Ycalc E
[ 4. Bragg_position =
[~ VFeSh Half-Heusler a
[ - O =
- L [=] -
N o~ o i
- P~ _
[ ™~ |
— I [ I I I I Il
o — S i Reormy A P " S
20 30 40 S0 60 70 80 90 100
20
Figure S4. Rietveld refined XRD pattern of V, osFeSb half-Heusler.
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Figure S5. Rietveld refined XRD pattern of V, ;FeSb half-Heusler.
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Figure S6. Rietveld refined XRD pattern of VFe( ¢oSb half-Heusler.
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Figure S7. Rietveld refined XRD pattern of VFe ¢sSb half-Heusler.
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Figure S8. Rietveld refined XRD pattern of VFe; ¢sSb half-Heusler.
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Figure S9. Rietveld refined XRD pattern of VFe; ;Sb half-Heusler.
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Figure S10. Ideal Gibbs free energy as a function of the V-Fe-Sb composition for (a) room
tempearture (300 K), (b) annealing temperature (873 K), and (c) maximum sintering (1023 K)
temperature in VFeSb alloys.
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Figure S11. Temperature inverse dependence of electrical conductivity.
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