Supplementary Table 1. TG Inhibitor Library Structures

The library consisted of 92 transglutaminase inhibitors, comprising the following chemotypes:

83 dihydroisoxazole (DHI) inhibitors (labeled DXX)
8 acylidene oxoindoles (labeled IXX)
1 thienopyrimidinones (labeled MXX)

The DHI inhibitors were based on the 3-halo-4,5-dihydroisoxazole motive that covalently and
irreversibly inactivates the active site of transglutaminases.[1-7] The acylidene oxoindoles appear as
reversible, slow tight binding inhibitors of TG2; their (allosteric) binding site is unknown.[8] The
thienopyrimidinones are also allosteric inhibitors with an unknown binding site on TG2.[9, 10] All
inhibitors were dissolved to 10 mM in DMSO to a final volume of 60-100 uL and stored at -20 °C until
use. The DMSO stock solutions were diluted to 100 uM in aqueous buffer for experiments. The table is
a numbered list of compounds assayed inhibition for AQTG3, with internal compound code, SMILES
string, chemical structure and reference. Footnotes refer to unpublished work of the following Khosla
laboratory researchers: * Kihang Choi, T Eun Cho, 1 Cornelius Klock, 8 Edward Watts.
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