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Table S1. In vitro modification of human serum albumin (Alb) with chemicals and determination of the reacting amino acid by MS in tryptic digests.
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a) MDI=4,4'-Methylenediphenyl diisocyanate, TD=2,4-and 2,6-toluenediisocyanate, HDI=1,6-hexamethylene diisocyanate, TDI-GSH=adduct of glutathione with TDI, TOCP=
tri-ortho-cresyl phosphate, OP= 10-fluoroethoxyphosphinyl-N-biotinamidopentyldecanamide (FP-biotin), Nap= naproxen acyl coenzyme A thioester, Tol=tolmetin

acylglucuronide, Ben= benoxaprofen acyl glucuronide, zomepirac acyl glucunoride, ASA= acetylsalicylic acid, Pen=benzyl penicillin, Nevp= 12-Sulfoxyl-nevirapin, AX=
amoxicillin, HNE=4-hydroxy-trans-2-nonenal, Glc=glycation adducts, But= epoxybutanediol, Peroxy= peroxynitrite, MG= methylglyoxal, Met=ascorbic acid metal catalyzed

oxidation, Cu-ll= CuSQ, + ascorbic acid, MDA=malondialdehyde.

b) Chem/Alb= molar ratio of chemical to albumin. c¢) Minimally glycated HSA from Sigma-Aldrich. d) Fructosyl. e) Pyrraline. f) Ne-(5-hydro-4-imidazolon-2-yl) ornithine. g)
Ne-[5-(2,3,4-trihydroxybutyl)-5-hydro-4-imidazolon-2-yl]ornithine or tetrahydropyrimidine. h) The number modified Lys increases with amount of MDA. i) Prolonged
treatment of pure human albumin with chlorpyrifos oxon yielded also adducts with Tyr-150 and Tyr-16. j) several compounds reacting with Cys34 have not been included

in this table but have been mentioned in the text; acetaminophen, sulfur mustard, benzene, naphthalene, aromatic amines, heterocyclic aromatic amines, styrene. k)




Trp214 reacts with aromatic amines? and with NVP when used with a ratio of 100:1=NVP:Alb.>° |) Amino acids reacting with more than 5 different compounds are marked

in red and classified as potential hotspots.

m) Amino acid sequence of albumin according to UniProtKB/Swiss-Prot P02768 (ALBU_HUMAN), July 1, 2008. Version 134.
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