Supplementary Information

Rehydration post-orientation: investigating field-induced
structural changes via computational rehydration

Maxim N. Brodmerkel!, Emiliano De Santis!-2, Carl Caleman?3, and Erik G. Marklund*!

'Department of Chemistry —- BMC, Uppsala University, Box 576, 751 23 Uppsala, Sweden
?Department of Physics and Astronomy, Uppsala University, Box 516, 751 20 Uppsala,
Sweden
3Center for Free-Electron Laser Science, DESY, Notkestrasse 85, 22607 Hamburg,
Germany

February 24, 2023

Table S1: Average hydrogen bonds per data set. The calculated and averaged number of hydrogen bonds
agree with reported number in literature [1].

Protein solution EF 0.0 V/nm | EF 0.2 V/nm | EF 0.4 V/nm
Trp-cage 50 (£ 4) 50 (+4) 50 (£ 4) 50 (£ 4)
CTF 170 (£ 7) 181 (£ 9) 180 (£ 8) 183 (+9)
Ubiquitin 181 (£ 7) 194 (£ 9) 193 (£ 9) 189 (£ 10)
Lysozyme | 282 (4 10) 280 (£ 10) 281 (£ 11) 279 (£ 13)
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Figure S1: Contact maps for Trp-cage.
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Figure S2: Contact maps for CTF.
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Figure S3: Contact maps for ubiquitin.
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Figure S4: Contact maps for Lysozyme.
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