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Supplementary Table 1: Patient demographics. Data are shown as mean (+/- SD) for each
group. RA-R, RA TNFi responders; RA-NR, RA TNFi non-responders. DAS28, 28-joint

disease activity score.

RA-R RA-NR p-value
NMR metabolomics
n 30 8
Sex (%F) 80% 75%
Age (years) 53.5 +/-10.6 52.6 +/-11.4 0.82
DAS28 5.42 +/-0.98 5.42 +/-1.12 0.78
FTIR metabolomics
n 10 10
Sex (%F) 80% 80%
Age (years) 53.5 +/-15.4 48.8 +/-12.3 0.46
DAS28 5.41 +/-0.8 5.48 +/-0.8 0.84




Supplementary Table 2: Discriminatory Infrared spectral bands, with biomolecular
assignments and their bond vibrations, adapted from (Ghimire et al. 2020; Ramalingam et
al. 2014). vas = asymmetric stretching vibration, vs = symmetric stretching vibration, v = v
stretching vibration

Band (cm™)  Assignment and vibrations

900-1158 Carbohydrates (Glucose, Mannose, Fructose) and nucleic acids
(Deoxyribose/Ribose DNA, RNA): C-O, C-C stretch, C-H bends,
Endocyclic C-O-C vibration and, vs(PO?")

1208-1244 Amide llI, vas(PO?")

1317-1382 Collagen: CH2 wagging, the vibration of a, and  anomer

1420-1430 Polysaccharides, vs (COO-), (CH2)

1480-1580 Amide Il of proteins: (a-helical, p-pleated sheet, unordered conformation
structures), 6(N-H), v(C-N)

1600-1700 Amide | of proteins: (a-helical, B-pleated sheet, B-turns, random coils, and sidechain, 3
(anti-ll+turn) structures), v(C=0), v(C-N), CNN

1720-1750 Lipids C=0 stretching
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