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Each of the following figures presents the MS/MS spectra of the adducted peptide products from actin and PDI.
For each figure, the m/z of the adducted peptide is given along with the corresponding MS/MS fragmentation.
Adducted fragment ions (modified by a metabolite) are italicized bold. Nonadducted fragment ions are not.
[M+H]" = the nonadducted parent peptide ion; [M+H]" = the monoadducted parent peptide ion.

H,O = water to the mass of the ion.

# = modification by naphthalene epoxide (NPO).

¥ = modification by naphthalene diol epoxide (NDO).

+ = modification of 1,2-naphthoginone (1,2NPQ).

° = modification by 1,4-naphthoquinone (1,4NPQ).



Figure S1: MS/MS of adducted actin peptide [MEEEIAALVIDNGSGMCK + NPQ] at m/z 1026.9643 (doubly charged).
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Figure S2: MS/MS of adducted actin peptide [MEEEIAALVIDNGSGMCK + NDOQO] at m/z 1043.9679 (doubly charged).
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Figure S3: MS/MS of adducted actin peptide [MEEEIAALVIDNGSGMCK + 1.2NPQ] at m/z 1033.9498 (doubly charged).
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Figure S4: MS/MS of adducted actin peptide [HQGVMVGMGQK + NDO] at m/z 674.8164 (doubly charged).
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Figure S5: MS/MS of adducted actin peptide [HQGVMVGMGQK + 1,2NPQ] at m/z 664.7988 (doubly charged).
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Figure S6: MS/MS of adducted actin peptide [HQGVMVGMGQK + 1,4NPQ] at m/z 664.7988 (doubly charged).
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Figure S7: MS/MS of adducted actin peptide [GILTLK + 1,4NPQ] at m/z 802.4601.
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Figure S8: MS/MS of adducted actin peptide [IWHHTFYNELR + 1,2NPQ] at m/z 836.8874 (doubly charged).

NI IWH'HTFYNELR

100

90

bs
9914148

80

70
2
Y
619.2878

2
Y10~
859.8752
y7
471.7456 byo™?

[M+H]+2
444 3345

w
o

+2 +2
ya D b7 by \ 8368845

Y3 6512759
531.2882 51.
417 2451 l 772.8210

N
o

929.4914
947 9641

569.7466

—_
o

7293922 | | 829.3645

Relative Abundance
w
[n]
e e o R0 P I e P T P ) I W g I e O L 1T W i P R A

]]L W | - LLL‘ t s Gy
LY R ) ) 7 B B | Jisel =l =20 P PR [ ) G B
550 600 650 700 750 800 850 900 950 1000 1050
m/z

o

1L
—=lg=]
400 450 500



Figure S9: MS/MS of adducted actin peptide [VAPEEHPVLLTEAPLNPK + NDO] at m/z 1066.0590 (doubly charged).
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Figure S10: MS/MS of adducted actin peptide [DLTDYLMKILTER + NPO] at m/z 996.5738 (doubly charged).
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Figure S11: MS/MS of adducted actin peptide [DIKEK + 1,4NPQ] at m/z 790.3892.
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Figure S12: MS/MS of adducted actin peptide [CPEALFQPSFLGMESCGIHETTFNSIMK + 1,2NPQ] at m/z 1091.8143 (triply charged).
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Figure S13: MS/MS of adducted actin peptide [IKITAPPER + NPO] at m/z 590.3488 (doubly charged).
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Figure S14: MS/MS of adducted PDI peptide [MLSRALLCLALAWAAR + NPO] at m/z 951.5223 (doubly charged).
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Figure S15: MS/MS of adducted PDI peptide [YLLVEFYAPWCGHCK + NDOQOY] at m/z 1003.9616 (doubly charged).

YLLVEFYAPWCYYGHCK

100 629.8336

@ 2
2 Ys'
. 540.2240

. 640.8145

i ! +2
N i: b13 9
| 879.4057 Y14

‘ 922.4292

Relative Abundance
on
T

1003.9644

20 | 796.4806

bg
1096.5732

729.8879 954.9720

860.4624
1054.5731

500 550 600 650 700 750 800 850 900 950 1000 1050 1100
m/z



Figure S16: MS/MS of adducted PDI peptide [EADDIVNWLK + 1,2NPQ] at m/z 1360.6425.
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Figure S17: MS/MS of adducted PDI peptide [TGPAATTLSDTAAAESLVDSSEVTVIGFFK + NDO] at m/z 1581.7780 (doubly charged).
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Figure S18: MS/MS of adducted PDI peptide [TGPAATTLSDTAAAESLVDSSEVTVIGFFK + 1,2NPQ] at m/z 1571.7659 (doubly charged).
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Figure S19: MS/MS of adducted PDI peptide [DVESDSAK + NPQ] at m/z 994.4379.
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Figure S20: MS/MS of adducted PDI peptide [THILLFLPK + NDO] at m/z 1259.7401.
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Figure S21: MS/MS of adducted PDI peptide [THILLFLPK + 1,2NPQ] at m/z 1397.7574.
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Figure S22: MS/MS of adducted PDI peptide [AAEGFK + 1,4ANPQ] at m/z 780.35609.
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Figure S23: MS/MS of adducted PDI peptide [ITEFCHR + 1,2NPQ] at m/z 1063.4670.
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Figure S24: MS/MS of adducted PDI peptide [ITEFCHR + 1,4NPQ] at m/z 1063.4661.
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