Supplementary Information (SI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2025

(a) O Yobs (b) o YObS (c) O Yobs

o | Chi2=2.37 Y o | chiz2=2.23 Y o | Chi2=236 { Y
+ |+ Half-Heusler cal += |o Half-Heusler cal "é' ¢ Half-Heusler cal
g S * NbSb2 p - Yobs-Yca| : * NbSb2 Yobs'YcaI
res res e
< < <
» - .
c y - c e 1 | | | |
8 o | | | 11 | 11 [ I 3 o |1 | 11 | 11 [ [ ,9, ﬂ ({11 |||l| ]l ||' ‘ | llLlllllll |l||||| |||‘|||||||L||||H
£ ﬂ [0l |||h ||||||I | I l||||||||,| ||||||| IIIllllllllhllllﬂllll E *\ [ ||||| ] IIJ ‘ | lllllllll ||l|l|| |||||||||l hll”hll E .| -L A o

2 o " L a4 re o A o % o :*:A Y a o A

sl | -

20 30 40 50 60 70 80 20 30 40 50 60 70 80 20 30 40 50 60 70 80
26 (') 26 () 26 (")



