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Supplementary Figures and Tables
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Figure S1. UV-Vis spectroscopy results of #OAT in the absence of aKG. Changes of UV-Vis spectrum of
hOAT by the time from the treatment of 2 (A) and its absorbance at 540 nm wavelength (B).



Table S1. Data collection and refinement statistics

Crystal Complex 24-hour Soaking | Short-Soaking for
Final Adduct Quinonoid Capture
Ligand 2 2
PDB Code 10LW 10LX
Data Processing
Wavelength (A) 0.97872 0.920105
Resolution range (A) 50.01-1.93 34.20-1.83
Space group P3221 P3221
Unit cell dimensions 115.485, 115.485, 115.52,115.52,
(A) 187.081 187.44
Unit cell angles (°) 90.0, 90.0, 120.0 90.0, 90.0, 120.0
Total reflections 707805 2667123
Unique reflections 102426 128275
Multiplicity 6.9 (6.8) 20.8 (19.0)
Completeness (%) 93.70 (96.62) 99.98 (99.88)
Mean I/Sigma(I) 16.8 (0.8) 12.7 (1.2)
Wilson B-factor 40.00 25.50
°Rpim 0.027 (0.880) 0.048 (0.727)
‘CCin 1.00 (0.329) 0.999 (0.322)
Refinement
Ruwork 0.1797 (0.3319) 0.1990 (0.3156)
‘Riree 0.2184 (0.3851) 0.2339 (0.3230)
Number of Non- 10061 10444
Hydrogen Atoms
Macromolecules 9464 9483
Ligands 111 81
Solvent 486 880
'RMS(bonds) (A) 0.007 0.014
RMS(angles) (°) 0.86 1.05
Ramachandran 94.86 95.11
favored (%)
Ramachandran 4.89 4.73
allowed (%)
Ramachandran 0.25 0.17
outliers (%)
Average B-factor (A?) 51.89 33.95
Macromolecules (A?) 51.75 31.53
Ligands (A?) 56.01 31.27
Solvent (A?) 53.76 35.11
*The values for the highest-resolution bin are in parentheses,
PPrecision-indicating merging R, *Pearson correlation coefficient
of two “half” data sets, SRywork = Z|Fobs — Fealc|/ZFobs, °Five percent
of the reflection data were selected at random as a test set, and
only these data were used to calculate Rie, '/Root-mean square
deviation.




Supplementary 'H and *C NMR spectra
(1R,4S)-4-amino-3-(trifluoromethyl)cyclopent-2-ene-1-carboxylic acid (2)
'"H NMR spectrum (CD3;0D)
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13C NMR spectrum (CD3;0D)
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