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Figure S1: QM/MM optimized models for LS-S2 and HS-S2 states 

Figure S2: Umena et al. (2011) model of the proposed glycerol binding site in the 1.90 Å 
structure (3WU2). 
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Figure S1. QM/MM optimized models for LS-S2 and HS-S2 states in HBN-1 and HBN-2 with 
glycerol (+ glycerol) and without glycerol (- glycerol). Waters and the OEC are shown as ball 
and stick models. Glycerol and D1-Asp61 are shown as stick models. Hydrogen-bonding 
interactions are shown as dotted lines where HBN-1 is depicted in blue and HBN-2 is depicted 
in green. The models are labeled in the top left and the DFT-QM/MM energy differences, scaled 
to the lowest energy model per structure, are labeled in the bottom right.  
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Figure S2. Visualization of the glycerol binding site proposed by Wiwczar et al. (2017) in the 
original model by Umena et al. (2011). The proposed glycerol binding site is highlighted in 
yellow. The grey mesh represents the structure map at 0.5σ. The mesh density has been 
increased to assist in visualization. Modeled waters are depicted using red spheres. 
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