Supplementary Materials

Table S1. Gas-phase (GP) and aqueous-phase (AP) calculated optimal bond-lengths for all
complexes considered in this study.

rvia (A)

Complex State RASPT2 B3LYP PBE
GP GP AP GP AP
[U(VI)Clg] 'Ag 2.51 249 247 248 248
[U(V)Cls] 2A, 2.56 256 255 256 2.55
[UIV)Cls]*  °Big/Ba/’Bs;  2.71 269 266 269 2.65
[UAIDCle]* Ay 2.90 290 283 290 280
[Ce(IV)Cls]* 'Ag 2.68 267 266 267 2.65

[Ce(IIDCls]*”  *Bi/*Bo/*Bsw  2.93 288 282 286 2.79
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Figure S1. Orbitals included in the RAS (black box) and CAS calculations (red box).



