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Table 1. Hydrolysis Scores and Xaa and Zaa Residue Rankings, Obtained by MALDI-TOF
Screening of the Library of 1 mM R;-Ser-Xaa-His-Zaa-Lys-R, Peptides Incubated with 2
mM Ni(ll) at 45 °C for 8 h in 10 mM Tris Buffer, pH 8.2
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The sequence-specific cleavage of the peptide bond is a crucial procedure in protein engineering and T ool ol ool o Bl ool o IR > —
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Nowadays many cleavage reagents are used (proteolytic enzymes, self-cleaving intein sequences, and chemical ARAEIRNEIE]  EIE E N E 5

agents, such as cyanogen bromide). Among other chemical reagents metal ions are also tested. Some of them are violo[o[o|[of[o]o|[3|o|o[3]3][0[3[3][4|3]4]3]29
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manner (Xaa residues included 17 common protein binding amino acids (except Asp, Glu, and Cys) and Zaa residues e T e T T T e e (e

included 19 common amino acids (except Cys)). The Ni(ll)-dependent hydrolysis was monitored by MALDI-TOF mass
spectrometry. The progress of reaction was evaluated by visual detection in mass spectra of the appearance of signals Table 2. Hydrolysis Scores and Xaa and Zaa Residue Rankings, Obtained by MALDI-TOF
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Table 4. Hydrolysis Scores and Xaa and Zaa Residue Rankings, Obtained by MALDI-TOF
Screening of the Library of 1 mM R;-Tyr-Xaa-His-Zaa-Lys-R, Peptides Incubated with 2
mM Ni(ll) at 37 °C for 8 h in 10 mM Tris Buffer, pH 8.2
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hydrolytically reactive NiH_ZL complex of a library LlIolololololololololololololololol|lo!la8 ol 3

Figure 2. Orthographic projections of the ensemble of 30 lowest-energy structures of the peptide L. Green and violet clouds indicate areas of l1lojo|o|lo|O0O|O|O|O|O|O|O|O|O|O|O|O|O|3|O0]33

proposed hydrolytically reactive NiH-2L complex of the R1-SRHW-R2 peptide. The Ser influence of Xaa (X) and Zaa (Z) residues, respectively. Hlolololololo!lolEa® ol ol|lo!l ol o [E3RE3 0 33

residue is in red, Arg in green, His in blue, and Trp in violet, while the Ni(ll) is in gold and mMlololololololololololololololololol3!l3le

the four N-Ni(ll) bonds are in cyan. Other residues are invisible for the sake of clarity. Klolololololololololol3lalalalal3]|s - 2 | 33
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