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Fig. S1 Atomic configurations for different numbers of H atoms trapped in the 
2VAl−Al divacancy. Blue spheres, pink spheres, and red spheres denote Ti atoms, Al 
atoms and H atoms, respectively. The black squares denote Al vacancies.

Fig. S2 Atomic configurations for different numbers of H atoms trapped in the 2VAl−C 

divacancy. Blue spheres, pink spheres, gray spheres, and red spheres denote Ti atoms, 
Al atoms, C atoms and H atoms, respectively. The black square and gray square 
denote Al vacancy and C vacancy, respectively.
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Fig. S3 Trapping energy for H atom as a function of the number of H atoms trapped 
by divacancy and He-2V complex in Ti3AlC2.

Table S1
Summary of solution energies, lattice parameters and volume changes with increasing 
number of trapped H atoms in divacancies and He-2V complex.


