Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2023

Supporting Information:
Computational design of novel MAX phase alloys
for potential hydrogen storage media combining

first principles and cluster expansion methods

Pritam Das, Krishnamohan Thekkepat,i Young-Su Lee,I Seung-Cheol Lee,**

and Satadeep Bhattacharjee*!

TIndo-Korea Science and Technology Center (IKST), Jakkur, Bengaluru 560065, India
T Electronic Materials Research Center, Korea Institute of Science and Technology, Seoul
02792, Republic of Korea
Y Energy Materials Research Center, Korea Institute of Science and Technology, Seoul
02792, Seoul, Republic of Korea.

E-mail: leesc@kist.re.kr; s.bhattacharjee@ikst.res.in



3.5

N
)

Frequel_rllcy (THz)
)

=

o
n

\f
W

iz

|
T\

K Points

Figure S1: Phonon dispersion of TisAlg 17Cugg3C.



