Extension of ChenomX database according to general procedure: a known concentration of a new compound (10-20 mmol/mL typically) together with a reference standard (DSS) is dissolved in deuterated water and the pH dependence of the chemical shift is recorded in the series of 1H NMR spectra at 500MHz. Usually seven steps are required to fully cover the pH range from 3.0 to 9.5. The experimental spectra are transformed into a Spin Simulator module where each spectrum is simulated according to the interaction of the spins involved. The properly simulated spectra are then converted into a Compound Builder module where the final pH dependence of individual signals is calculated. This information is then deposited in the spectrum library. All the spectra were prepared under ChenomX 8.0.
[bookmark: _GoBack]The compound spectra are presented in the ChenomX Compound Builder file together with the ChenomX Reference Card (connected via ChenomX ID) and a corresponding structure. All compounds are ready to use. In the case of some compounds, the value of J-coupling changes with pH. Therefore, these compounds are presented in two (or more) files with a proper pH dependence and corresponding J-coupling value for the given pH interval. 

