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Figure S1. Q% and Q*-type Si sites in the tetrahedral sheet of the TAP. (Here we are using the common notation for silicon-oxygen
tetrahedra, Q" where the superscript shows the number of other silicon-oxygen tetrahedra attached to the silicon tetrahedron
under study [ref.S1,ref.52]). OH—structural hydroxyls (Mg-O-H); OH1 —hydroxyl inside in the defect (Mg-O-H); OH2—
silanol groups (Si-O-H).
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Figure S2. Continuous H-bonding time autocorrelation functions. a Hw:-Ob pair; b Hi-Ow pair.
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Figure S3. Continuous H-bonding time autocorrelation functions for the His-Ow pairs.
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Figure S4. Total VDOS for the ideal and defect TAP models.
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Figure S5. Partial VDOS of the interlayer H2O molecules for the ideal and defect TAP models.
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Figure S6. Partial VDOS of the Hn atoms for the ideal and defect TAP models.



