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Figure S1. Relaxed structures of He clusters at an octahedral interstitial position in the form of (a) trigonal pyramid (b) square pyramid (c) trigonal pyramid and (d) octahedral 
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Figure S2. Relative energies of Helium atoms distribution at an interstitial site in ThO2.
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Figure S3. Schematic diagram showing possible initial configurations considered for the occupation of two He atoms at an oxygen vacancy with +2 charge in ThO2. Upon relaxation initial configurations (d) and (f) ended up with the configuration (b). 
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Figure S4. Relaxed structures of Hen (n=1 to 5) within (a-e) NTV1, (f-j) NTV2 and (k-o) NTV3 defects in ThO2.
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