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Fig. S7. Full-scan LC-ESI mass spectrum (A) of TFAA-d;-DNPH and CID-MS/MS spectrum
(B) of the m/z 280 [M-H] ion.
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Fig. S8. Full-scan LC-ESI mass spectrum (A) of TFAA-""N,-DNPH and CID-MS/MS spectrum
(B) of the m/z 281 [M-H] ion.
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Supplementary Table 1
Summary method validation results for of the LC-ESI-MS using narrow-range scans
(m/z 275 to 283).

Repeatability
TFAA-DNPH  Area Ratio (RSD %)* Retention Time (RSD %)b
(ng injected) Intra-day® Inter-day® Intra-day® Inter-day®
5 6.1 11.8 0.19 0.49
10 3.7 4.0 0.25 0.56
100 2.8 2.6 0.29 0.57
Accuracy
Co° (ng/uL) Cy' + SD (ng/uL) Precision (RSD %) Accuracy (%)
1.56 1.45 +£0.05 3.7 -7.3
6.25 5.95 £0.08 1.4 -4.9
25 25.4+£0.7 2.8 1.7

* Area Ratio (RSD %) denotes precision expressed in RSD % of analyte/IS area
ratios.

® Retention Time (RSD %) denotes precision expressed in RSD % of retention times.
‘n=>5.

‘n=15.

¢ Cg denotes the nominal concentration of TFAA-DNPH in QC samples.

f Cy denotes the measured concentration of TFAA-DNPH in QC samples.



