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Figure S1. Interaction of PCEs with medium length of side chains with the C-S-H model surfaces. 

Representative conformations are shown for different surface chemistry and fraction of side 

chains. (a-c) Representative snapshots and time in contact on the (001) surface of tobermorite 14 

Å. As the density of side chains decreases from (a) to (c), contact time with the surface via ionic 

side groups increases. (d-f) Representative snapshots and time in contact with the (100) surface of 

tobermorite 14 Å. Contact times are ~100%. (g-i) Representative snapshots and time in contact 

with the (004) surface of tobermorite 14 Å. Trends in dynamics and interactions are similar to 


