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Table S1: CIU50 for all selected charge states.
CIU50 Norwalk [V]

21+ 22+ 23+ 24+
56.21 51.03 43.25 11.20
90.57 70.76 69.25 68.42

90.11

CIU50 Kawasaki [V]
21+ 22+ 23+ 24+

73.72 72.01 51.57 39.78
70.88 67.17 65.37

76.43
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Figure S1: Distinct features according to CIU Suite2 for all selected charge states.
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Figure S2: Conformational transitions according to CIU Suite2 for all selected charge states.
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Figure S3: CIU fingerprints and CIU50 for all selected charge states.
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Norwalk 300 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S4: Representative structures for Norwalk dimers per region at 300 K.

Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Norwalk 400 K

Figure S5: Representative structures for Norwalk dimers per region at 400 K.
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Norwalk 500 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S6: Representative structures for Norwalk dimers per region at 500 K.

Norwalk 600 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S7: Representative structures for Norwalk dimers per region at 600 K.
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Norwalk 700 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S8: Representative structures for Norwalk dimers per region at 700 K.

Norwalk 800 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S9: Representative structures for Norwalk dimers per region at 800 K.
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Norwalk 900 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S10: Representative structures for Norwalk dimers per region at 900 K.

Kawasaki 300 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S11: Representative structures for Kawasaki dimer per region at 300 K.
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Kawasaki 400 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S12: Representative structures for Kawasaki dimers per region at 400 K.

Kawasaki 500 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S13: Representative structures for Kawasaki dimers per region at 500 K.
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Kawasaki 600 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S14: Representative structures for Kawasaki dimers per region at 600 K.

Kawasaki 700 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S15: Representative structures for Kawasaki dimers per region at 700 K.
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Kawasaki 800 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S16: Representative structures for Kawasaki dimers per region at 800 K.

Kawasaki 900 K
Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Figure S17: Representative structures for Kawasaki dimers per region at 900 K.
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chain A chain B
Norwalk 300 K

Figure S18: RMSF for Norwalk dimers per region at 300 K.

chain A chain B
Norwalk 400 K

Figure S19: RMSF for Norwalk dimers per region at 400 K.

chain A chain B
Norwalk 500 K

Figure S20: RMSF for Norwalk dimers per region at 500 K.

13



chain A chain B
Norwalk 600 K

Figure S21: RMSF for Norwalk dimers per region at 600 K.

chain A chain B
Norwalk 700 K

Figure S22: RMSF for Norwalk dimers per region at 700 K.

chain A chain B
Norwalk 800 K

Figure S23: RMSF for Norwalk dimers per region at 800 K.
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chain A chain B
Norwalk 900 K

Figure S24: RMSF for Norwalk dimers per region at 900 K.

chain A chain B
Kawasaki 300 K

Figure S25: RMSF for Kawasaki dimers per region at 300 K.

chain A chain B
Kawasaki 400 K

Figure S26: RMSF for Kawasaki dimers per region at 400 K.
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chain A chain B
Kawasaki 500 K

Figure S27: RMSF for Kawasaki dimers per region at 500 K.

chain A chain B
Kawasaki 600 K

Figure S28: RMSF for Kawasaki dimers per region at 600 K.

chain A chain B
Kawasaki 700 K

Figure S29: RMSF for Kawasaki dimers per region at 700 K.
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chain A chain B
Kawasaki 800 K

Figure S30: RMSF for Kawasaki dimers per region at 800 K.

chain A chain B
Kawasaki 900 K

Figure S31: RMSF for Kawasaki dimers per region at 900 K.

Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Norwalk 300 K

Figure S32: Average distance and contacts for Norwalk dimers per region at 300 K.
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Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Norwalk 400 K

Figure S33: Average distance and contacts for Norwalk dimers per region at 400 K.

Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Norwalk 500 K

Figure S34: Average distance and contacts for Norwalk dimers per region at 500 K.
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Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Norwalk 600 K

Figure S35: Average distance and contacts for Norwalk dimers per region at 600 K.

Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Norwalk 700 K

Figure S36: Average distance and contacts for Norwalk dimers per region at 700 K.
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Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Norwalk 800 K

Figure S37: Average distance and contacts for Norwalk dimers per region at 800 K.

Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Norwalk 900 K

Figure S38: Average distance and contacts for Norwalk dimers per region at 900 K.
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Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Kawasaki 300 K

Figure S39: Average distance and contacts for Kawasaki dimers per region at 300 K.

Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Kawasaki 400 K

Figure S40: Average distance and contacts for Kawasaki dimers per region at 400 K.
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Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Kawasaki 500 K

Figure S41: Average distance and contacts for Kawasaki dimers per region at 500 K.

Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Kawasaki 600 K

Figure S42: Average distance and contacts for Kawasaki dimers per region at 600 K.
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Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Kawasaki 700 K

Figure S43: Average distance and contacts for Kawasaki dimers per region at 700 K.

Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Kawasaki 800 K

Figure S44: Average distance and contacts for Kawasaki dimers per region at 800 K.
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Time slot 1 Time slot 2 Time slot 3

Time slot 4 Time slot 5 Time slot 6

Kawasaki 900 K

Figure S45: Average distance and contacts for Kawasaki dimers per region at 900 K.
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