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Table S1. pKa values of the titratable residues in the diphtheria toxin T-domain calculated

using web-based H++ tools from X-ray structures reported here and in [2].

WT WT H223Q/H257Q
Residue (PDB 7K7E (PDB 7K7C (PDB 8GOF
pH 7.0) [2] pH 5.5) [2] pH 5.5)

Asp 205 3.2 3.2 3.2
Asp 207 4.0 4.0 3.9
Asp 211 4.1 3.9 3.7
Glu 218 4.0 4.0 4.2
Glu 222 3.7 3.7 4.2
His 223 4.6 Not resolved -
Glu 232 4.1 4.0 33
Glu 240 2.3 2.8 34
Glu 241 4.0 3.9 4.1
Glu 248 4.1 4.0 4.6
Glu 249 3.6 3.6 2.9
His 251 5.5 5.6 6.1
Glu 256 34 3.2 3.9
His 257 2.5 4.3 -
Glu 259 1.9 1.8 4.0
Glu 262 3.5 4.0 4.0
Asp 290 3.4 33 3.2
Glu 292 4.2 4.3 4.3
Asp 295 4.0 3.9 3.8
Glu 298 4.2 4.2 4.2
Asp 318 3.3 3.1 34
His 322 6.7 6.7 6.9
His 323 4.0 4.5 2.9
Glu 326 2.8 2.7 3.2
Glu 327 2.0 1.1 0.8
Glu 349 5.1 5.2 5.0
Asp 352 2.8 2.8 2.9
Glu 362 2.7 2.7 3.0
His 372 3.1 3.3 35
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