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3’--AGXCACT-5’ (GXC) template
X=vy-OH-PdG

C-acrolein-msms #302-344 RT: 4.18-4.64 AV: 8 NL: 2.56E4

F: ITMS - ¢ ESI sid=5.00 Full ms [225.00-2000.00]

5’-pTCCGTGA-3’

[M-2H]"2
1086.8

100 1  5'-pTCCGTGA-3"
B [M-3H]-3
90 3 724.2
80 724.8 5’ -pTCCGTGAA-3’
] [?342_832 17 57 _pTCCGTGAG-3"
70 7 : [M-3H]-3
1 5/ _pTCCGTGAC-3’ , ,
8 60 —5'-pPTCAGTGA-3’ [M-3H]-? 5 —pTP(;IJZ;\ZGI'fG_ZzA—3
& ] [M-3H]-P [M- ‘]
I \ 8291 5 -pTCCCTGAA-3" 5 -pTCAGIGA-3" |
3 50 1 [M-3H]-3 [M-2H]"2 |
< ] b’ -pTCAGTGAA-3 ; ‘
2 ] [M-3H]"? 5'-pTCGGTGA-3' |
T 40 [ -2
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x ] // ‘
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] [M-3H]" | 8208 [M= H]‘T
20 \ 5/ —pTCCGTG-3" 1243.7‘
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Figure S1. TIC mass spectrum from the extension of the 5'-GXC-3’ template (X= y-OH-PdG)

3'--AGXCACT-5’ (GXC) template (X= y-OH-PdG)

RT: 2.00 - 5.50 SM: 7G

" 5.44
100 3 403 NL: 2.88E6
b Full scan . TIC F: ITMS - ¢ ESI sid=5.00 Full ms
50 [300.00-2000.00]
] 4.47
0~ 403
100 7 : NL: 4.16E5
1 5-pTCCGTGA-3’ mlz= 724.70-725.70+1086.20-1087.20
50 1 P F: ITMS - ¢ ESI sid=5.00
] [300.00-2000.00]
0]
100 E&Z :1.14E5
5’-pTCCGTGAA-3’ 827.50-828.50+
[ 1242.50-1243.50 F: ITMS - ¢
50 ESI sid=5.00 Full ms
A [300.00-2000.00]
RN
0 e —
_ 4.03
100 /N m/z=
1 5-pTCCGTGAC-3’ / \ 819.50-820.50+
7 .oU- . N -C
R / 1230.50-1231.50 F: ITMS
50 [\ ES| sid=5.00 Full ms
] / [300.00-2000.00]
] 4.57
108 B 3.88 4.57
] < m/z= 833.70-834.70+1250.80-1251.80
50 412 437 F: ITMS - ¢ ESI sid=5.00 Full ms
] 503 534 [300.00-2000.00]
0 T T T T [ T T T T[T T 17T T T T T T [ T T T T [ T T T 1]
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Figure S2. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5-GXC-3’ template (X= y-OH-PdG)
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RT: 2.00-5.50 SM: 7G
100 2 NL: 2.88E6
7 Full scan 4.03 TIC F: ITMS - ¢ ESI sid=5.00 Full ms
50 [300.00-2000.00]
] 4.47
0 1
B 4.57
1003 5.pTCCGTG-3 NL: 4.63E3
] 3.93 m/z= 929.70-930.70 F: ITMS - ¢ ESI
50 A A 514 5id=5.00 Full ms [300.00-2000.00]
] / /,. 5734
o o -
100 7 N NL: 9.27E4
7 ’ ’ - .
E 5'-pTCAGTGA-3'C m/z= 732.00-733.00+1098.20-1099.20
50 F: ITMS - ¢ ESI sid=5.00 Full ms
1 5.44 (300.00-2000.00]
O, 4.12 NL: 1.35E4
B m/z=
1 5'-pTCAGTGAA-3'C 835.50-836.50+
50 1254.50-1255.50 F: ITMS - ¢
] ESI sid=5.00 Full ms
] [300.00-2000.00]
0
100
, , NL: 1.94E4
5'-pTCTGTGA-3 miz= 729.00-730.00+1094.20-1095.20
50 [\ 42 F: ITMS - ¢ ESI sid=5.00 Full ms
[\ 519 [300.00-2000.00]
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Figure S3. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5’-GXC-3’ template (X= y-OH-PdG) (con't).

RT: 2.00-5.50 SM: 7G

100 7 >4 NL: 2.88E6
7 Full scan 4.03 TIC F: ITMS - ¢ ESI sid=5.00 Full ms
50 [300.00-2000.00]
] 447
0 3
3.88
100 ' ' 3 NL: 2.87E4
7 5'-pTCGGTGA-3 m/z= 737.30-738.30+1106.70-1107.70
50 F:ITMS - ¢ ESI sid=5.00 Full ms
3 , . [300.00-2000.00]
0 , -
B 3.99 NL: 1.44E4
100 3 miz= 841.70-842.70+1263.30-1264.30
©  5-pTCGGTGAA-3’ [\ F: ITMS - ¢ ES| sid=5.00 Full ms
50 J\ [300.00-2000.00]
] /
E / \\,,f,i, 5.09
0~ 5.44 NL: 2.37E4
100 3 3.93 miz= 627.50-628.50+941.50-942.50 F:
7 ’_ _ _2’ ITMS - c ESI sid=5.00 Full ms
50 5'-pTC-GTGA-3 [300.00-2000.00]
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Figure S4. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5-GXC-3’ template (X= y-OH-PdG)
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X=y-OH-PdG,

C-red-msms-825 #301-344 RT: 4.11-4.6

3’--AGXCACT-5’ (GXC) template

4 AV: 9 NL: 2.48E4

5/ -pTCCGTGA-3’
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Figure S5. TIC mass spectrum from the extension of the 5-GXC-3’ template (X=y-OH-PdG,,)
3'--AGXCACT-5’ (GXC) template (X= y-OH-PdG,,)
RT: 2.00 - 5.50 SM: 7G
4.20
100 ; NL: 1.23E6
B Full scan TIC F: ITMS - ¢ ESI sid=5.00
50 [300.00-2000.00]
03
100 4.20 NL: 9.06E4
] "-pTCCGTGA-3’ m/z=
50 724.70-725.70+1086.20-1087.20 F:
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] . [300.00-2000.00]
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1 /o 827.50-828.50+
J / \ 1242.50-1243.50 F: ITMS - ¢
50 \
] / \ ESlI sid=5.00 Full ms
0l -/ _ 485 518  [300.00-2000.00] MS C-red
4.20 NL: 1.66E3
100 ] ’_ _2’ m/z=
B pTCgGTGAC 3 819.50-820.50+
- 1230.50-1231.50 F: ITMS - ¢
50
1213 273 3.20 505 >32  ESIsid=500 Full ms
B — T~ —— [300.00-2000.00] MS C-red
10% 4.07 NI/_: 7.04E3
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Figure S6. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5-GXC-3’ template (X= y-OH-PdG ).
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3’--AGXCACT-5’ (GXC) template (X= y-OH-PdG,,)
RT: 2.00 - 5.50 SM: 7G

4.20
100 NL: 1.23E6
Full scan TIC F: ITMS - ¢ ESI sid=5.00
50 [300.00-2000.00]
0
4.14
100 7 \ NL: 3.97E4
3 5-pTCCGTG-3’ m/z= 929.70-930.70 F: ITMS - ¢ ESI
50 sid=5.00 Full ms [300.00-2000.00]
B / \ MS C-red
0 7 e
_ 4.20 NL: 7.41E3
] 5’-pTCAGTGA-3'C m/z=
50 ] 732.00-733.00+1098.20-1099.20 F:
J ITMS - c ESI sid=5.00 Full ms
] 4.66 (300.00-2000.00] MS C-red
NL: 2.35E3
100 - 4.26 il
] ’ -3’ 835.50-836.50+
50 3 5"-pTCAGTGAA-3'C 1254.50-1255.50 F: ITMS - ¢
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03 340 3.67 : == [300.00-2000.00] MS C-red
100 4.20 NL: 1.63E4
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50 ] /A 729.00-730.00+1094.20-1095.20 F:
1 / \ 5.25 ITMS - ¢ ESI sid=5.00 Full ms
i - - -~ __——— [300.00-2000.00] MS C-red
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Figure S7. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5-GXC-3’ template (X= y-OH-PdG ) (con’t)

3'--AGXCACT-5’ (GXC) template (X= y-OH-PdG_,)
RT: 2.00 - 5.50 SM: 7G

4.20
100 3 NL: 1.23E6
7 Full scan TIC F: ITMS - ¢ ESI sid=5.00
50 [300.00-2000.00]
100 — 4.]4 NL: 2.11E3
= 5’-pTCGGTGA-3’ /N m/z=
E / 737.30-738.30+1106.70-1107.70 F:
50 3 545 ITMS - c ESI sid=5.00 Full ms
] - 505 _ ~ [300.00-2000.00] MS C-red
o - - 505
4.14 NL: 6.24E2
1903 5'-pTCGGTGAA-3’ 439 m/z=
P P o= /SN 841.70-842.70+1263.30-1264.30 F:
50 -| 2.20 2.93 . ITMS - ¢ ESI sid=5.00 Full ms
T~ T 380 505 538 13,000-2000.00] MS C-red
100 4.14 NL: 1.78E3
5 _pTC-GTGA-3 miz= 627.50-628.50+941.50-942.50
50 P 545  F:ITMS - ¢ ESI sid=5.00 Full ms
[300.00-2000.00] MS C-red
[ e e e A A \/\# T T T T T [ T T T T ] T T T T ] T T T T ]
2.0 25 3.0 35 4.0 45 5.0 55
Time (min)

Figure S8. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5-GXC-3’ template (X= y-OH-PdG .,)
(con't)
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, , observed theoretical
5’-pTCCGTGA-3 pT (a,-b) 481.0 481.04
[M_ZH]—Z PTC (a,-b) 770.0 770.09
C-acrolein #306-323 RT: 3.94-412 AV:5 NL: 1. pICC (a,-b)  1059.0 1059.13
F: ITMS - ¢ ESI Full ms2 1086.50@cid35.00 [295.00-2000.00] PTCCG (a5-b) 1388.18
8457 PTCCGT (a,~b) 845.7 (-2) 845.61 (-2)
1007 pCCGTGA (w;) 934.8 934.65 (-2)
. agb (-2) ab PCGTGA (w,) 1580.9 1581.26
] 4"
90 PGTGA (w,) 1292.0 1292.21
B w; 1059.0 PTGA (w,) 963.1 963.16
. 963.1 PGA (w,) 659.1 659.11
80 PA (w,) 330.0 330.06
70
60
50 ayb w,
] 770.0 1292.0
40
_ W5
30 1580.9
] ab
20_: 481.0 1846.2
107w, 934.8 1099.0
. 659.1 690.1 “ 1 I 0 o 1430.0 1691.9
C_ 3%0.0 Li 4 pandh x\l n bk |l I Ih nY A I l/ ll i f ) i lm ll l oy L, l 17916 1942'7
LAAAAS RAAR RARAI RARM | RARAN ALY RARRS AL f L IR R AR LA RAL RAAR) RARAS LAAAY LAARS LAAAS ARSI RARAN LAASY RS RARA) IAREN RARRY RAAR) RARRI RASAH]
400 600 800 1000 1200 1400 1600 1800 2000
m/z
Figure S9. CID mass spectrum of the m/z 1086.5 [M-2H]2 product (5-pTCCGTGA-3’)
observed theoretical
PT (a,-b) 481.1 481.04
5'-pTC§GTGAA-3’ pPTIC (a;-b) 770.0 770.09
2 pICC (a,-b) 1059.0 1059.13
[M'ZH] pTCCG (;s-b) 693.7 (-2) 693.59 (-2)
PTCCGT (as-b) 845.5 (-2) 845.61 (-2)
C-acrolein-msms #313-322 RT: 4.32-4.38 AV: 2 7E3 PTCCGTG (a,-b) 1010.1 (-2) 1010.14 (-2)
F: ITMS - ¢ ESI Full ms2 828.80@cid35.00 [225.00-2000.00] PCCGTGAA (w,) 1091.18 (-2)
783.7 PCGTGAA (w,) 947.2 (-2) 946.65 (-2)
100 PGTGAA (w,) 802.3 (-2) 802.13 (-2)
1 [M-A-3H] 3 PTGAA (w,) 1276.0 1276.21
PGAA (w3) 972.17
90 PAA (w,) 643.1 643.12
i PA (w;) 330.1 330.06
- 1010.1
80
] a;-b (-2)
70
] 637.8
60|
] Ws(-2)
50 802.3 a;b
] 1059.0
1 ag-b
407 777.8 -2)
] | 8455 wy(-2)
] W, 7373(')b0 947.2
30 W ayb 6431 770 846.3
1 3301 481.1 946.6 12038
20| W,
3 1276.0
o] asb (-2) 1135.8
ERETPI e Sl 879.1 {
07‘ B 1 . | ‘x u .l \‘{'5'.7'1.'0‘ ‘l.. ML‘H‘ H\\“LM w‘\ HH | ML' Lk L “\‘H\ ) ot L‘L \‘Iu H. }‘ ‘138}8'1
L L L e s e e O e s I B I U B B
300 400 500 600 700 800 900 1000 1100 1200 1300 1400
m/z

Figure S10. CID mass spectrum of the m/z 828.8 [M-3H]? product (5-pTCCGTGAA-3’)
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’ ’ observed theoretical
5’-pTCCGTGAC-3 PT (a,-b) 481.1 481.04
[M-3H]3 PTC (as-b) 770.1 770.09
pICC (a,-b) 1059.0 1059.13
C-red-msms #301-318 RT: 4.17-4.31 AV:3 NL: PTCCGT (a,;-b) 693.7 (-2) 693.13 (-2)
F: ITMS - c ESIFull ms2 820.60@cid35.00 [225.00-2000.00] PTCCGTG (a,~b) 845.5 (-2) 845.61 (-2)
100— 1010.2 PTCCGTG (a,-b) 1010.2 (-2) 1010.14 (-2)
] a,-b (-2) pCCGTGAC (w;) 1079.17 (-2)
] PCGTGAC (w,) 934.7 934.65 (-2)
90 PGTGAC (w;) 1580.9 1581.26
] pTGAC (w,) 1252.1 1252.20
80: PGAC (ws) 948.16
] W (-2) pPAC (w,) 619.1 619.11
1 934.7 pC (w,) 306.1 306.05
707
5
] : 1059.0
50 ag-b (-2)
] azb % 11913
. w 770.1 8455 .
— 2
407 619.1
30 a,-b
1 W
3 306.1 481.1
20— Wy
3 1252.1
] 1135.7
10 529.3 || asb(-2) N Wy
] 307.1 693.7 h L 14278 15809 Ws
OA N ... uL\‘ ] \Luuﬂ]ﬁl\ L L Luby \l\ ol hu.l HL‘MH ) P SN [ 16919 18(?98
LMAARS RARAS RAAAS RARAS ARSI RAARY RAAAS LAARS RAARS RARAS RAAAS RAAMS RARAY ARSI RARAS RARAS RARM) RARAY RARAS RAARS RASAN RARES RAARS RARSY RS RARAS RARAY RAAAS RARAS RARAN RARMS RAARY RARAS RAARS|
400 600 800 1000 1200 1400 1600 1800 2000
m/z
Figure S11. CID mass spectrum of the m/z 820.6 [M-3H]? product (5'-pTCCGTGAC-3’) 11
observed theoretical
51_pTCCGTGAG_3/ pT (a,-b) 481.0 481.04
] PTC (a,-b) 770.0 770.09
[I\/|-2H]'2 pTCC (;g—b) 1059.0 1059.13
PTCCG (a;-b) 693.7 693.59 (-2)
) PTCCGT (a,-b) 845.6 (-2) 845.61
C-acrolein-1 #291 RT: 3.95 AV: 1 NL: 1.65E3 PTCCGTG (a,-b) 1010.2 (-2) 1010.14
F: ITMS - ¢ ESI Full ms2 834.23@cid35.00 [225.00-2000.00] PCCGTGAG (w,)  1098.9 (-2) 1099.17 (-2)
100 783.7 PCGTGAG (w,) 954.8 (-2) 954.65 (-2)
E .23 PGTGAG (W) 810.1 (-2) 810.13 (-2)
7 [M-G-3H] 1010.2 " reac (wz) 645.8 (-2) 645.60 (-2)
90 a;-b (-2) PGAG (w;) 987.9 988.16
] PAG (W) 659.1 659.11
7 PG (w,) 346.1 346.05
80 w, (-2)
— 4
] 645.8 W (-2)
70 810.2 We (-2)
] 954.8
60
] a,b
| 1059.0
50 W,
] 659.1
40—
J as-b
30: 770.0 asb (-2) 1211.3
1w a,b 8455
] ! 481.0
207 346.1 agb W w;(-2) e
] (-2) 087.9 1098.9 1292.0
101 5093 6256 693.7 865.7
b 738.8 879.1
570.1
P L TR L
Gih | oy | 4 \\ , \l . " . H\h n hﬂ ‘l w” W ‘LML [ ‘H:‘ h”m o l [T 12?2'0 1 1:?17'6 .
T T T e e e e P e e e e e e ot rery i)
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Figure S$12. CID mass spectrum of the m/z 834.2 [M-3H]3 product (5-pTCCGTGAG-3’)




observed theoretical
5-pTCAGTGA-3’ PT (a,-b) 481.0 481.04
o PTC (a,-b) 770.0 770.09
[M-2H] PTCA (a,-b) 1083.0 1083.14
C-acrolein #307-319 RT: 3.96-4.09 AV: 4 NL: 1. B ) e s 2 eena
F: ITMS - ¢ ESI Full ms2 1098.68@cid35.00 [300.00-2000.00] p (3,-b) -3 (-2) -62 (-2)
963.0 PCAGTGA (w;) 946.4 (-2) 946.65 (-2)
100 W, PAGTGA (w;) 1605.0 1605.27
b PGTGA (w,) 1291.9 1292.21
904 ag-b (-2) [M-A-2H]2 PTGA (w;) 963.0 963.16
] arb 8575 1031.1 PGA (w,) 659.2 659.11
7 770.0 ay- pA (w;) 330.1 330.06
80| . 1083.0
70
60
] 858.2 w,
] 1291.9
50
] Ws
40 arb 1605.0
E 481.0
30? 856.6
] 771.0
20— A A
] 659.2 (-2) 1276.0 | 1314.0
10 690.1 946.4
1w 643.1 1122.9 1451.9 1713.9
1330.1 410.1 560.9 l 1 l 1194.1 y 1580.8
Otk Wm_L"e‘r”wLeH‘Mm‘uul‘kmj‘\; #‘\‘1““““““‘{_ Al “mh“h‘:‘i‘m““‘”\ ;‘H‘h‘u‘lul‘r‘f“‘t‘lw"wm\"M‘JL_HJW[H‘]ZSHZCP
400 600 800 1000 1200 1400 1600 1800
m/z
Figure S13. CID mass spectrum of the m/z 1098.7 [M-2H]2 product (5-pTCAGTGA-3’)
observed theoretical
5’-pTCAGTGAA-3’ PT (a,-b) 481.0 481.04
- 3 PTC (a,-b) 770.1 770.09
[M-3H] PTCA (a,-b) 1083.0 1083.14
C-acrolein-msms #311-323 RT: 4.28-4.35 AV: 2 | 2E2 PTCAG (as-b) 705.59 (-2)
F: ITMS - ¢ ESI Full ms2 836.90@cid35.00 [230.00-2000.00] PTCAGT (az-b) 857.7 (-2) 857.62 (-2)
100 ws(-2)802.3 PTCAGTG (a,-b) 1022.2 (-2) 1022.14 (-2)
] PCAGTGAA (W) 1103.18 (-2)
i 791.5 PAGTGAA (W) 958.8 (-2) 958.66 (-2)
B A2l PGTGAA (w,)  802.3 802.13 (-2)
90 [M-A-3H] PTGAA (wi) 1275.9 1276.21
] PGAA (W) 972.17
80-] PAA (w,)  643.2 643.12
i A 330.0 330.06
] PR (632.2
70 asb asb (-2)
] 770.1
] W, (-2)
60—
] 637.8
] agb (-2)
50 857.7
40 we(-2) o
B 1083.0
1 W 958.8
304 643.2
1 W a,yb
71330.0 481.0
20
10 541.2 6441 74656
7 4101 482.1 \570.2 \L 6778
o7““‘_‘“??‘2‘5‘1‘”“ulwWW‘M“m_:Wuwwu‘uMM““‘\M““_i!“‘c‘i\m!“
300 400 500 600 700 800 900 1000 1100 1200 1300

Figure S14. CID mass spectrum of the m/z 836.9 [M-3H]® prod 45-pTCAGTGAA-3")
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5'-pTCGGTGA-3’

observed theoretical
[M-2H]2 pT (a,-b) 481.0 481.04
) pIC (a,-b) 770.0 770.09
C-acrolein-1 #285-313 RT: 3.84-4.17 AV:6 NL: PTCG (a,-b) 1099.14
. } 4 .
F: ITMS - ¢ ESIFull ms2 1106.50@cid35.00 [SOgé%OéZOO0.00] PTCGG (as-b) 1428.19
100 acb (2) ’ PTCGGT (a,-b) 865.8 (-2) 865.61 (-2)
m J PCGGTGA (W) 954.65 (-2)
] PGGTGA (w,) 1621.0 1621.26
90 pGTGA (w,) 1291.9 1292.21
] b PTGA (w;) 963.0 963.16
80 a3~ PGA (w,) 659.1 659.11
] 770.0 pA (w,) 330.2 330.06
] W,
707 963.0 w,
. 1291.9
60—
50 1031.1
40
30 arb
] 481.0
20
103 w, w, 690.1
3302 4821 650.1
0_ il ..lal I J. Isf:?.\:]‘l o 1811.9 1980.0
T T T T T T |
400 600 800 1000 1200 1400 1600 1800 2000
m/z
Figure S15. CID mass spectrum of the m/z 1106.5 [M-2H]2 product (5'-pTCGGTGA-3’)
5’-pTCGGTGAA-3’
[M-3H]3
C-acrolein-msms #304 RT: 4.20 AV: 1 NL: 4.60t
F: ITMS - ¢ ESI Full ms2 842.20@cid35.00 [230.00-2000.00] a;b (-2)
observed theoretical 1030.2
100 pr (a,-b) 481.1 481.04
4 pTCc (a,-b) 770.1 770.09
] pTCA (a,-b) 1099.0 1099.14 865.7
90— pTCAG (az;-b) 713.1 713.59 (-2) agb (-2)
T pTCAGT (as-b) 865.7 865.61 (-2) 6
- PTCAGTG (a,-b) 1030.2 1030.14 (-2)
80—] PCGGTGAA (w;) 1111.18 (-2)
- pGGTGAA (w,) 966.8 966.66 (-2)
] PGTGAA (w;) 802.0 802.13 (-2)
704 PTGAA (w,) 1276.1 1276.21
B PGAA (w,) 972.17 a,-b
] pAA (w,) 643.1 643.12 We (-2) N
m pA (w,) 330.1 330.06 v 1099.0
. w,(-2) ayb
. 637.8 770.1 966.8
50
- 802.7
40— i
] w,
1330.1 w,
30 X 643.1
5 ay- asb 990.2 1138.9 w
B 810.1 4
o0 811 o (-2) ' 954.8 1223.3 1276.1
] . 713.1
- 644.1
104 899.1
] 609.3 } ‘ | ‘
Ty “H‘ S “‘1‘ bt H‘Mw”w B I l‘u‘“m “!\‘ ‘.‘J‘\M I‘Hh! ‘\H‘\ I ‘!‘\ ‘\n‘\‘“[ ‘\H“H\“\}‘\Hh‘l“” UH}‘ | ‘\““'m“\‘”‘ o o
Oty L R B R R L R R R R R R L Ly R L R R RN R AL Ry ARSI R RAn AR AN AR LA ™
300 500 600 700 800 900 1000 1100 1200 1300
m/z

Figure S16. CID mass spectrum of the m/z 842.2 [M-3H]3 product (5'-pTCGGTGAA-3’)
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"-pTCTGTGA-3’ observed theoretical
o112 PT (a,-b) 481.0 481.04
[M-2H] PTC (a,-b) 770.0 770.09
C-acrolein #303-325 RT: 3.92-4.15 AV:6 NL: 4. PTCT (a,-b) 1075.0 1074.13
F: ITMS - ¢ ESIFull ms2 1094.18@cid35.00 [300.00-2000.00] PTCTG (as-b) 1402.9 1403.18
100~ 963.0 PTCTGT (a,-b) 853.6 (-2) 853.11 (-2)
h W3 | [M-G-2H]? PCTGTGA (wy) 942.15 (-2)
3 1019.1 PTGTGA (w,) 1596.9 1596.26
90 PGTGA (w,) 1292.0 1292.21
. PTGA (w,) 963.0 963.11
80—_ PGA (w,) 659.1 659.11
3 pPA (w;) 330.2 330.06
70
60 a5 b 1059.0
] 770.0 B
50 w,
] 1292.0
W5
1596.9
1691.9
|70 je22 19503
400 600 800 1000 1200 1400 1600 1 800 2000
m/z
Figure S17. CID mass spectrum of the m/z 1094.2 [M-2H]2 product (5'-pTCTGTGA-3’)
) , observed theoretical
5'-pTC-GTGA-3 pT (a,-b) 481.0 481.04
[M_ZH]-Z pPTC (a;-b) 770.0 770.09
pPTICG (a,-b) 1098.9 1099.14
C-acrolein-1#294-303 RT: 3.99-4.05 AV: 2 NL: 1.59E3 PTCGT (as-b)  1402.9 1403.18
F: ITMS - ¢ ESI Full ms2 942.15@cid35.00 [255.00-2000.00] PCGTGA (ws) 790.0 790.12 (-2)
100 — 874.8 PGTGA (w,) 1292.0 1292.21
B [M-A-2H]2 PTGA (w,) 963.0 963.16
1 ab PGA (W) 659.2 659.11
90 77300 pA (w,) 330.2 330.06
80 |
E W3
70 963.0 Wy
8 B 865.9 1292.0
§60 as-b
2 (-2)
3__ 701.3
<50 7 :
(] -
_‘é -
3 40 arb
14 ] 481.0
7 as-b
307 1402.9
1 771.0 964.1 :
207 825.8 ||875.8
1 Wy 690 0| Ws 1042.2
, -
10 ] 330.2 o 659 5 |[790.0 1098.9 1157 1 1322.9
O A R i I I 9
0 ‘\ S - ‘\‘h ‘u‘ll‘ A‘M ‘IA J‘Hl‘m‘\ \\“ \‘ \h*\‘. L‘ \\‘hA‘ni‘L : ‘\ | ‘\n po “ A\ \“ \I‘ ‘I \‘;l‘ A ‘I‘ ‘\ e
300 400 500 600 700 800 900 1000 1100 1200 1300 1400
m/z

Figure S18. CID mass spectrum of the m/z 942.2 [M-3H]3

product (5'-pTC-GTGA-3’)
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5’-pTCC-TGA-3’

observed theoretical

pT (a,-b) 481.0 481.04
[M_ZH]-Z pTC (a;-b) 770.0 770.09
pTCC (a,~b)  1059.0 1059.13
C-red-1 #320-329 RT: 4.31-4.38 AV: 2 NL: 1.50E3 PTCCT (as-b) 1362.9 1363.18
F: ITMS - ¢ ESI Full ms2 922.15@cid35.00 [250.00-2000.00] pCCTGA (w;) 1541.2 1541.25
B 854.7 PCTGA (w,) 1252.0 1252.20
100 ] [M-A-2H] 2 PTGA (w;)  963.0 963.16
] PGA (w,) 659.2 659.11
90 pA (w;) 330.1 330.06
80 -
] as-b asb
] 770.1 1059.0
70 7 Wy
B W, 1252.0
860 963.0
§ ] 845.7
c —
350
< 7
g -
5 ] a,-b
340 7 5 634.1
¢ 4 481.1
a 650.1
30
J W3
y 6592 964.1
3 as-b (-2) 866.4
] 681.2 1043.0 asb
—H W
10 3301 482.1 867.3 1116.9 1362.9 Ws
79997 4014 610.2 } H i 881.1 L114o_9 1331.8 } 1541.2
0 7{”‘\‘\“”“‘\}”“‘l‘ ““‘Hu";"‘.‘}u“"w‘\‘\h.‘“.‘l“”\\‘\\l‘ w“‘l\d‘ll“\‘“‘l‘\;\‘\}‘H\‘ﬂ“x”“‘.‘”l‘ H\In‘\‘\”l‘l‘h‘x”n‘n‘w‘AHL‘ ——— ‘““‘l:\]‘357‘1"‘8”‘ —— S Anaa!
400 600 800 1000 1200 1400 1600
m/z

Figure $19. CID mass spectrum of the m/z 922.2 [M-2H]2 product (5'-pTCC-TGA-3’)

3’--AGXTACT-5’ (GXT) Template
(X= y-OH-PdG)

T-acrolein#271-358 RT: 3.61-4.73 AV: 18 NL: 6.04E4
F: ITMS - c ESI sid=5.00 Full ms [300.00-2000.00]

5/ -pTCCATGA-3"

50 719.1 [M-2H]?
] 57 _pTCCATGA-3 " 1078.6
] [M-3H]3
45 7
] 57 _pTCTATGA-3’
] [M-2H]-2
40 B 57 -pTCCATGAA-3’
7 [M-3H]"3 -pTCGATGA-3"
35 7 823.5 [M-3H]?
o
€ 30 5/ -pTCTATGA-3"
8 57 -pTCCATGAC-3 [M-2H]"2
5 7 [M-3H]~
£ 25 ~ 57 _pTCGATGAA-3" /
o 815.5 M-3H]"? /
-% b / 5’ -pTCCATGAC-3’
e 20 3 57 -pTCAATGA-3" [M-2H]"?
] 57 -pTCCATGAG-3" [M-2H]"?
15 [M-3H1 &7 rocare-3” 1086.8 5 -pTCCATGAA-3"
] 794.4 [M-2H]-2 [M-2H]?
1073 / -pTC-ATGA-3' 5'_13[24%(;?{1;??_3' 12353
] . M-2H]?
= 7324 8286 o252 D2RIT y090.7| | 10987
1 710 836. O 9842 roses | ‘ 1223.8
B - ) L Mm” " mhm“ | . hm\\u‘m m o wwhwmm I il ) “m T .
[0 o R R R R A e A R I A R B AN IS IR A IARREERN] PR T T T
700 800 900 1000 1100 1200 1300
m/z

Figure $20. TIC mass spectrum from the extension of the 5-GXT-3’ template (X= y-OH-PdG)
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3'--AGXTACT-5 (GXT) Template (X= y-OH-PdG)
RT: 2.00-5.00 SM: 7G

- 4.41

E Full scan

B 4.41

1 5-pTCCATGA-3’

7 4.47

1 5-pTCCATGAA-3’

_ 4.29

1 5-pTCCATGAC-3'C

_ 4.35

1 5'-p-TCCATG-3’ N

E /N

] -/ S~
T T T T 2 \5 T T T T 3\0 T T T T 3\5 T T T T 4\0 T T T T 4\5 T 5\0

Time (min)

NL: 1.43E6

TIC F: ITMS - ¢ ESI sid=5.00 Full
ms [300.00-2000.00]

NL: 4.58E5

miz= 18.60-719.60+1078.20-1079.20
F: ITMS - ¢ ESI sid=5.00 Full

ms [300.00-2000.00]

NL: 1.01E5

m/z=823.00-824.00+
1234.80-1235.80 F: ITMS - c ESI
sid=5.00 Full ms
[300.00-2000.00]

MS

NL: 1.04E5

m/z=

815.00-816.00+
1223.20-1224.20 F: ITMS - ¢
ESI sid=5.00 Full ms
[300.00-2000.00]

MS

NL: 6.67E3

m/z=
614.20-615.20+922.10-923.1
B: ITMS - c ESI sid=5.00 Full
ms

[300.00-2000.00]

MS

Figure S21. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5’-GXT-3’ template (X=y -OH-PdG)

3'--AGXTACT-5 (GXT) Template (X= y-OH-PdG)

RT: 2.00-5.00 SM: 7G

100

50

100

50

100

50

100

50

NL: 1.43E6

TIC F: ITMS - ¢ ESI sid=5.00 Full ms
[300.00-2000.00]

NL: 2.21E4

m/z= 723.60-724.60+1086.20-1087.20
F: ITMS - ¢ ESI sid=5.00 Full ms

[300.00-2000.00]

NL: 1.56E4

m/z= 726.60-727.60+1090.70-1091.70
F: ITMS - ¢ ESI sid=5.00 Full ms
[300.00-2000.00]

NL: 2.19E4
m/z=732.00-733.00+1098.70-1099.70
F: ITMS - ¢ ESI sid=5.00 Full ms
[300.00-2000.00]

Time (min)

B 4.41

1 Fullscan

: 4.21

& 5-pTCTATGA-3' / \\

: / ™~
_ 434

1 5-pTCAATGA-3’

: 4.08

© 5-pTCGATGA-3'

E AR A L ] L A A L LA L L L \/ T \\ A |
2.0 2.5 3.0 3.5 4.0 4.5 5.0

Figure S22. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5'-GXT-3’ template (X= y-OH-PdG)

(con't)
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3'--AGXTACT-5’ (GXT) Template
(X= y-OH-PdG, )

T-red #294-364 RT: 3.94-4.80 AV: 14 NL: 6.26E4
F: ITMS - ¢ ESI sid=5.00 Full ms [300.00-2000.00]

50 719.1 823.6
7 5/ _pTCCATGA-3" | 5" -pTCCATGAA-3’
] [M-3H]"3 [M-3H]"3
45 -
40 |
1 5/ —pTCCATGAC-3'
35 ] 57 -pTCTATGA-3" [M-3H]73
3 E [M/—3H]‘3
€307 / 5 '-PTCQATCff*-3 ! 57 -pTCCATGAA-3’
g . 57 _pTCGATGA-3' [1M‘2H] [M-2H]-2
2 25 / ' m-3u)= 10786 1235.3
P / -pTCTATGA-3
2 b | [M-2H]"2
220 /
¢ - / 5/ —-pTCCATGAG-3"
B /’ [M-3H]-? 5’ —pTCCATGAA-3’
15 J 815.4 [M-28]-2
10 E / " _pTCCATG-3’
1 ! [M-2H]-2
1 y 724.4 828.7 922.1
57 . 927.6
Je714 ‘ ‘ ‘ 7323 914.1 1070,7 1‘087.1 1223.‘3 1243.7
0 7“‘”‘\““”‘ H““\UH“H‘ it \\‘ i 1““}“”““ I ‘H‘H““““““H“M‘ “M‘h‘”““"“ﬁ““‘““““”H"“u“‘\““l" \‘H“M}H iy
700 800 900 1000 1100 1200 1300
m/z

Figure S$23. TIC mass spectrum from the extension of the 5-GXT-3’ template (X=y -OH-PdG )

3'--AGXTACT-5' (GXT) Template (X= y-OH-PdG,)

RT% 02(.)00 -5.50 SM: 7G 4.47 NL: 1.42E6
TIC F: ITMS - ¢ ESI sid=5.00 Full ms
I Full scan 300.00-2000.00] MS T-red
1004 441 NL: 2.00E5
J m/z=
50 5’-pTCCATGA-3’ 718.60-719.60+1078.70-1079.70 F:
E ITMS - ¢ ESI sid=5.00 Full ms
N [300.00-2000.00] MS T-red
100 4.47 NL: 3.53E5
- m/z=
1 5-pTCCATGAA-3’ 823.00-824.00+
B 1235.30-1236.30 F: ITMS - ¢
50 7 ESl sid=5.00 Full ms
] [300.00-2000.00]
0
4.29 NL: 6.35E4
m/z=
5’-pTCCATGAC-3’ 815.00-816.00+
1223.20-1224.20 F: ITMS - ¢

ESI sid=5.00 Full ms
[300.00-2000.00]

N
3] o
o o

| |

N

o

Of

0
435 NL: 2.02E4
100 /\ m/z=
5’-p-TCCTGA-3’ /o 614.20-615.20+922.10-923.10
= /A F: ITMS - ¢ ESI sid=5.00 Full
50 /o ms [300.00-2000.00]
/ \ 5.45
0 L L L L L L L L L L L \T’\/\ T T ] \T”TT\ T 1
25 3.0 35 4.0 45 5.0 55

Time (min)
Figure S24. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5-GXCT3’ template (X=y-OH-PdG,4) (con’t)
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3’--AGXTACT-5’ (GXT) Template (X=y-OH-PdG,,)

RT: 2.00-5.50 SM: 7G

B 4.47 NL: 1.42E6
100 3 TIC F: ITMS - ¢ ESI sid=5.00 Full ms
1 Full scan [300.00-2000.00] MS T-red
50
=
. NL: 1.13E4
100 3 ) 43 m/z= ’
4 5-pTCTATGA-3’ \ 723.60-724.60+1086.20-1087.20 F:
50 \ ITMS - ¢ ESI sid=5.00 Full ms
] Y \\ [300.00-2000.00] MS T-red
108 _ o - 4.41 — NL:3.11E3
J m/z=
1 5’-pTCAATGA-3'C 726.60-727.60+1090.70-1091.70 F:
50 ITMS - ¢ ESI sid=5.00 Full ms
] 5.46 [300.00-2000.00] MS T-red
108 _ 4.14 NL: 2.96E3
] ’ ) . 4.41 m/z=
1 5"-pTCGATGA-3 732.00-733.00+1098.70-1099.70 F:
50 ITMS - ¢ ESI sid=5.00 Full ms
. - -/ 493  [300.00-2000.00] MS T-red
0 e e L e B B e I A s s s B B B B B B e B |
25 3.0 3.5 4.0 45 5.0 5.5
Time (min)

Figure $25. Reconstructed LC-ESI/MS ion chromatograms from the extension of the 5-GXT-3’ template (X= y-OH-PdG,y)

(con't)

5'—pTCCATGA-3' observed theoretical
=2 PT (a,-b) 481.0 481.01
[M-2H] PTC (a,-b) 770.0 770.09
pTCC (a,-b) 1059.0 1059.13
T-red #327-336 RT: 4.35-4.42 AV: 2 NL: 8.20E3 PTCCA (a5-b) 1372.19
F: ITMS - ¢ ESI Full ms2 1078.68@cid35.00 [295.00-2000.00] PTCCAT (a,-b) 837.6 (-2) 837.61 (-2)
100 837.6 pCCATGA (wg) 1675.9 1676.24
B ac-b (-2) PCATGA (w;) 1564.9 1565.26
B 6 PATGA (w,) 1276.0 1276.21
90 a,b PTGA (w;)  963.1 963.16
] 1059.0 PGA (w,)  659.1 659.11
80 W, PA (W) 330.2 330.06
] 963.1
] 1002.3
70 asb (3383
7 770.0
3 B Wy
§607 1276.0
g _ W,
el 7 5
<507 1564.9
= J
= ]
T 40
& ] a,-b
B 481.0
30 7
,: We
20 (-2) Wg
b 926.7 1675.9
107y, 4820 62’; ) 839.2 1410 " 15112.0
b . : 55.
{02 sesg| sei2 1 LIS LA, 1 reme | P |10 Jigse
0 HH‘HH‘I}H“‘IH"‘H‘““"‘}Hu‘h“\‘\lu‘\“w‘“‘u‘\‘\HU“‘HJI‘A"wl‘l‘\‘\‘l‘l“l‘\”‘L“ SN "I"le‘”‘”u‘u”nw” ‘A‘IH‘l‘\‘H\l"“‘H“IHI‘M‘HH\\“‘\H“H““H‘
400 600 800 1000 1200 1400 1600
m/z
Figure $26. CID mass spectrum of the m/z 1078.7 [M-2H]2 product (5'-pTCCATGA-3’)
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observed theoretical
,_ ey PT (a,-b) 481.1 481.04
5 pTCQATG?A 3 pTC (a;-b) 770.0 770.09
[M-3H] pTCC (a,-b) 1059.0 1059.13
[T-acrolein-1#330-344 RT: 4.40-4.52 AV: 3 NL: 6.72E3 PTCCA (a;-b) 685.8 (-2) 685.59 (-2)
F: ITMS - ¢ ESI Full ms2 823.47@cid35.00 [225.00-2000.00] PTCCAT (a,-b)  837.7 (-2) 837.61 (-2)
100 — 1002.2  pTCCATG (a,-b) 1002.2 (-2) 1002.14 (-2)
1 a,b (-2) PCCATGAA (w,) 1083.0 1083.18 (-2)
. PCATGAA (w,) 938.8 (-2) 938.66 (-2)
90 PATGAA (w;) 794.3 (-2) 794.13 (-2)
E [M-A-3H]® PTGAA (w,) 637.7 (-2) 637.60 (-2)
E 778.3 PGAA (W) 972.17
80 1 PAA (w,) 643.1 643.11
] w, (-2) pA (w;) 330.1 330.06
70; 637.7
N
€60 7
IS
_g ] asb
<50 1059.0
s 7
Z
® 40 | 1195.3
§40 ] Ws We (-2)
| <A
. W
30 7wy w, as-b 2
] 3 837.7 (-2)
:330-1 643.1 as_b770.0 86—b 1083.0
20 ayqb (-2) -2) w
] 481.1 685.8 1278 | qo789
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Figure S27. CID mass spectrum of the m/z 823.5 [M-3H]3 product (5-pTCCATGAA-3’)

observed theoretical
’_ _2 pT (a,-b) 481.0 481.04
5 pTCgATGAC 3 pIC (a,-b) 770.0 770.09
[|\/|-2H]’2 PTICC (a,-b) 1058.9 1059.13
PTCCA (as-b) 1372.19
T-red-1#320 RT: 4.31 AV: 1 NL: 1.27E3 PTCCAT (ag-b)  1675.8 1676.24
F: ITMS - ¢ ESI Full ms2 1223.77@cid35.00 [335.00-2000.00] PTCCATG (a,-b) 1002.1 1002.14
100 — 10021 PCCATGAC (w;) 1071.17 (-21675.8
b (- PCATGAC (w,) 1854.0 1854.31
b a;b (-2)1058.9 PATGAC (w;) 1564.9 1565.26 ag-b
. a,-b pTGAC (w,) 1252.0 1252.20
90 7 PGAC (w,)  947.8 948.16
f PAC (w,) 619.0 619.11
J W, pC (w,) 306.05
80 ] 619.0 w, 1564.9
" E agb 1252.0 W
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Figure $28. CID mass spectrum of the m/z 1223.8 [M-2H]2 product (5'-pTCCATGAC-3’)
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observed theoretical

,_ Y PT (a,-b) 481.0 481.04
5'-pTCCATGAG-3 pTC (:.z-b) 770.0 770.09
[M-ZH]'Z PTCC (a,-b) 1059.0 1059.13
PTCCA (a,-b) 1372.1 1372.19
PTCCAT (az-b) 837.7 837.61 (-2)
T-acrolein-msms #314-323 RT: 4.29-4.36 AV: 2 NL: 5.39E2 pTCCATG (a,-b) 1002.3 1002.14 (-2)
F: ITMS - ¢ ESI Full ms2 828.60@cid35.00 [225.00-2000.00] PCCATGAG (W) 1091.18 (-2)
_ 645.8 a-b PCATGAG (w,) 946.6 946.65 (-2)
100 7 72 PATGAG (w,)  802.8 802.13 (-2)
i Wy (-2) PTGAG (w,) 645.8 645.60 (-2)
R (-2) 1002.3 PGAG (W) 988.16
90 7 PAG (w,)  619.0 659.11
] PC (w;) 326.06
80
70
860 asb
S ]
g : W 1059.0
350 (-2)
<
. 946.6
§40 B W2 Ws
1w 659.1 a3—b778-5 (-2) 1203.8
30 7 346.1 a,zb 770.0 | 8028
] 481.1 as-b ag-b (-2)
20 529.2 (-2) 837.7
b 685.6 12921
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Figure S29. CID mass spectrum of the m/z 828.6 [M-2H]2 product (5-pTCCATGAG-3’)

5'p-TCCATG-3’

observed theoretical

pT (a,-b) 481.0 481.04
[M-2H]2 PTC (a;-b) 770.1 770.09
PTCC (a,-b) 1059.0 1059.13
T-red-1#321-332 RT: 4.32-4.39 AV: 2 NL: 2.36E3 PTCCA (a;-b) 1371.8 1372.19
F: ITMS - ¢ ESI Full ms2 922.22@cid35.00 [250.00-2000.00] PCCATG (w) 1541.12
100 — 1059.0 PpCATG (w,) 1252.0 1252.20
b W, a,<b PATG (W) 963.0 963.16
b 650.1 PTG (w,) 650.1 650.10
90 PG (w,) 346.0 346.05
8 E b M-G-2H]?
B 846.6
: 77 A
70 0 Ws w
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g 1 1252.0
S 60
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Figure S30. CID mass spectrum of the m/z 922.2 [M-2H]2 product (5-pTCCATG-3’)
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’ ’ observed theoretical
5’-pTCAATGA-3 PT (a,-b) 481.1 481.04
[M-2H]2 PTC (a;-b) 770.1 770.09
PTCA (a,-b) 1083.14
T-acrolein #322 RT: 4.30 AV: 1 NL: 2.03E3 PTCAA (a;-b)  1396.1 1396.20
F: ITMS - ¢ ESI Full ms2 1090.68@cid35.00 [300.00-2000.00] PTCAAT (a,~b)  849.8 (-2) 849.62 (-2)
100 — 849.8 PCAATGA (wg) 938.66 (-2)
] agb (-2) PAATGA (w,) 1588.9 1589.27
] PATGA (w,) 1276.0 1276.21
90 PTGA (w;) 963.1 963.16
] PGA (w,)  659.2 659.11
80 4 PA (w,) 329.8 330.06
70
1 Wa
oo agb 963.1
860 770.1
3 7 [M-A-2H]2
350 1023.0 Wa
< 1276.0
[} -
= _
T 40 Ws
g 7 1588.9
30 ab
] 481.1
E 850.8
20 E ag-b
] 947.9 1396.1 agb
10
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Figure S31. CID mass spectrum of the m/z 1090.7 [M-2H]2 product (5'-pTCAATGA-3’)
, , observed theoretical
5’-pTCGATGA-3 PT (a,-b) 481.1 481.04
[M-2H]2 PIC (a,-b) 770.0 770.09
PTCG (a,-b) 1099.14
T-acrolein #302-314 RT: 4.06-4.13 AV: 2 NL: 8.12E2 PTCGA (a-b) 1412.20
F: ITMS - ¢ ESI Full ms2 1098.68@cid35.00 [300.00-2000.00] PICGAT (a,-b) 857.8 (-2) 857.62
100 — 857.8 PCGATGA (w,) 946.7 (-2) 946.65 (-
] ag-b (-2) PGATGA (w;) 1605.0 1605.27
N PATGA (w,) 1276.0 1276.21
90 7 PTGA (w;) 963.1 963.16
N PGA (W,) 659.11
80 4 PA (w,) 329.9 330.06
R as-b
: 770.0 W
70 1276.0
860 Wy
g 1 963.1 [M—A—ZH]'Z
S50 1031.2
< 7
(] -
z ]
T 40 o
840 7
24 ] W5
30 a,-b 1605.0
] 481.1
] 771.0
20 858.7
1 ‘("’5) 1043.1
N - 1123.0
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1w, 482.1 690.0 (8101 |gps 1 } 13559 1453.9 1715.9
] ) 585.9 : ‘ . t ‘
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Figure $32. CID mass spectrum of the m/z 1098.7 [M-2H]2 product (5'-pTCGATGA-3’)
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observed theoretical
51_pTCGATGAA_3I PT (a,-b) 481.1 481.04
= PTC (as-b) 770.0 770.09
[M-3|-|]-3 pPTCG (;4-1:) 1099.0 1099.14
PTCGA (as-b) 705.59 (-2)
PTCGAT (Sa(,—b) 857.6 (-2) 857.61 (-2)
T-acrolein-msms #308 RT: 4.21 AV: 1 NL: 2.22E2 PTCGATG (a,-b) 1022.2 (-2) 1022.14 (-2)
F: ITMS - ¢ ESI Full ms2 836.80@cid35.00 [230.00-2000.00] [M-A-3H]3 PCGATGAA (w,) 1103.18 (-2)
637.7 7917 PGATGAA (w,) 958.5 (-2) 958.66 (-2)
100 7 : PATGAA (w;) 794.4 (-2) 794.13 (-2)
— W, PTGAA (w,) 637.7 (-2) 637.60 (-2)
] (-2) w. PGRA (w;) 972.17
90 (_3) PRA (w,) 643.0 643.11
E 7044 PA (w,) 330.2 330.06
80 a,rb (2) 1099.0
] 1022.2 a,b
70
860
] ]
I e
350 7 (-2)
- agb 858.3
240 770.0
g - " asb 12153
a 643.0 (-2) :
30 - Wi 857.6
1330.2
E 549.1 1123.0 Wy
20 3 726.6 o7 1148.2 12761
10 n 331.2 . 570.4 1089.2
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Figure S33. CID mass spectrum of the m/z 836.8 [M-3H]3 product (5'-pTCGATGAA-3’)
observed theoretical
pT (a,-b) 481.0 481.04
5’-pTCTATGA-3’
1 PTC (a,-b) 770.0 770.09
[M-2H]2 PICT (a,-b) 1074.9 1074.13
IT- lein #327-335 RT: 4.38-4.44 AV: 2 NL: 3.83E2 PTCTA (a,-b) 1387.19
-acrolein - L 4.00-4. . IR
) ) PICTAT (az-b) 845.7 (-2) 845.11 (-2
F: ITMS - c ESI Full ms2 1086.17@cid35.00 [295.00-2000.00] 063.0 PCTATGA (W) 934.15 (-2
100 ’ pTATGA (w;) 1580.9 1580.26
1 Ws PATGA (w,) 1276.0 1276.21
00 1 PTGA (w;)  963.0 963.16
B PGA (w,) 659.1 659.11
b A 330.1 330.06
80 3 1011.0 PR (W)
i w,
70 3 837.8 ag-b 1276.0
3 (-2)
860 845.6 1059.0
§ ]
c 7 a3-b
=1 7 907.4
250 7 770.0
g 4 1564.9
B 40 ayb
K 481.1
30 7 w, 690.1 1072.6 1292.0
. w,
3 659.1 S
20 1580.9
] We
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Figure S34. CID mass spectrum of the m/z 1086.2 [M-2H]2 product (5"-pTCTATGA-3’)

S19





