Table S1: List of all-atom simulations performed.

PDB ID/Name

Temperature (K)

Equilibration (ns)

Production (ns)

Simulation Time (ns)

4Q21
4Q21
4Q21
5P21
5P21
5P21
3RSO
3RSO
4Q21E37A
4Q21S39A
4Q21-OpenSI-Runl
4Q21-OpenSI-Run2
4Q21-OpenSI-Run3
4Q21-OpenSI-S17AD57A
4Q21-OpenSI-SMD-CMD
4Q21-OpenSI-D119A
4Q21-D119A
4Q21-OpenSI-Y32A-Runl
4Q21-OpenSI-Y32A-Run2
4Q21-OpenSI-Y32F-Runl
4Q21-OpenSI-Y32F-Run2
4Q21-OpenSI-121S-Runl
4Q21-OpenSI-121S-Run2

300
360
400
300
360
400
300
360
360
360
360
360
360
360
360
360
360
360
360
360
360
360
360
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99
99
99
99
99
99
99
99
99
99
99
174
253
180
104
193
100
284
174
99
99
125
125

100
100
100
100
100
100
100
100
100
100
100
175
254
181
105
194
101
285
175
100
100
126
126




