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Figure S1: Rietveld refinement of the XRD pattern of the as-cast Ti11Nbe1Cras alloy.
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Figure S2: Rietveld refinement of the XRD pattern of the first-hydrogenated Ti11Nbei1Cras
alloy, a) 1 day and b) 700 days after hydrogenation.
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Figure S3: Rietveld refinement of the XRD pattern of the Ti11Nbs1Crasalloy after DSC/TGA
measurements up to a) 290 °C, b)340 °C, and c) 550 °C.
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Figure S4: Rietveld refinement of the XRD pattern of the Tii11NbeiCrys alloy after

desorption at 350 °C in the a) 1%t and b) 10" cycles.

50000 4 T T T Oub ] 50000 T T T OLSE ;
—— Observed — rve
a) —— Calculated 1 b) ——— Calculated
——— Background 40000 o ~——— Background
40000 ~ —— Difference —— Difference
| BCC 1 | BCC
(] 30000 4 FCO
~~ 30000 | Fcc B —~ | c15
=2 =2 1 | FcC
o £ 20000
2 20000 B = |
[} »
S S 10000 4
M 0= o o i
1 I | |
B T ———
1 1 | 1 | | 1 -10000
-10000 - Ll 1 11 I 'l ! 'l ool
T T T T -20000 T T T T
10 20 30 40 50 10 20 30 40
20 (%) 26 (°)
30000 T T T T
—— Observed
C) —— Calculated
(= Background
20000 1 Caeere |
FCO
o Ci5
3
3
> 10000 1
[
c
o
c
i
(1 I Se— | e Y S— S e m———
| I | | I
-10000 B
T T T T
10 20 30 40 50
26 (%)

Figure S5: Rietveld refinement of the XRD pattern of the hydrogenated Ti11Nbe1Crzg alloy
after 10 cycles with absorption at 25 °C and desorption at 350 °C, a) 1 day, b) 120 days,
and c) 260 days after hydrogenation.
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Figure S6: Rietveld refinement of the XRD pattern of the hydrogenated Ti11Nbe1Crzg alloy
after 20 cycles with absorption and desorption at 25 °C, a) 1 day and b) 120 days after
hydrogenation.



