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Figure S1. (a) >’Fe PVDOS (- ) for [N(n-Bu),]o[*"Fe4S4(SPh),] and UBFF simulation (——) for
*"Fe,S4S’s model assuming Ty symmetry; sticks represent intensities of discrete normal
modes. (b) UBFF simulation (——) for *"Fe;S4(SCs)s model assuming C, symmetry; (c) UBFF
simulation (——) for °’Fe;S4(SCs)s model without symmetry constrains; (d) PED for *"Fe;S4(SCq)s
model without symmetry constrains. Curves represent contributions from Fe-S; (—), Fe-S,; (——
), Fe-Sy, (——) and S-C (——) stretching.
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