Supplementary Figure 1: LC-MS/MS structural elucidation of urinary PhIP metabolltes
Conditions for LC-MS/MS were described in the Experimental Procedures. MS
fragmentation was conducted with coII|S|on energy ramplng from 15 to 35 eV. A. MS?
fragmentation of PhIP (). B. MS? frag2 mentation of 4’-OH-PhIP (I11). C. MS2
fragmentation of N°-OH-PhIP (1V). D. MS fragmentatlon of 5-OH-PhIP (V). E. MS?
fragmentation of 4’-OH-PhIP sulfate (VII). F. MS? fragmentation of 5 OH-PhIP sulfate
(VII). G MS? fragmentation of PhIP N3-glucuronide (X1). H. MS? fragmentation of
PhIP N2-glucuronide (XII) I. MS? fragmentatlon of 4’-OH-PhIP glucuronlde (XI). J
MS? fragmentation of N2-OH-PhIP-N? glucuronlde (XVI). K, MS? fragmentation of N*
OH-PhIP-N3-glucuronide (XVII). L. MS? fragmentation of N? 4’-diOH-PhIP glucuronide
(XVI11). Major daughter ions from fragmentation were interpreted in the inlaid structural
diagrams.
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