LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP110924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@23171.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 3.134 22 25 28 rW 14602 17419 0.68% 0.060%
2 3.169 28 31 39 rVB 32248 41901 1.64% 0.143%
3  3.552 93 96 111 rBV 120314 213325 8.36% 0.729%
4 3.852 142 147 155 rvB3 5812 10740 0.42% 0.037%
5 4.287 216 221 229 rvB3 7360 12228 0.48% 0.042%
6 4.952 328 334 346 rBV 99602 157375 6.17% ©0.538%
7 5.275 384 389 397 rVB 23252 39458 1.55% 0.135%
8 6.093 521 528 545 rVB2 45055 85898 3.37% 0.293%
9 6.275 552 559 566 rVB2 4208 9600 0.38% 0.033%
10 6.787 641 646 662 rVv2 80492 192431 7.54% 0.657%
11 6.922 662 669 680 rVW 189641 309661 12.14% 1.058%
12 7.122 693 703 718 rVvV 235122 420547 16.48% 1.437%
13 7.222 718 720 729 rVV10 5305 11543 0.45% 0.039%
14 7.575 768 780 788 rBV 227513 404065 15.83% 1.380%
15 7.652 788 793 803 rW 65500 125927 4.93% 0.430%
16 7.728 804 806 814 rVV9 4462 9759 ©0.38% 0.033%
17 7.940 836 842 848 rVB 16415 29290 1.15% 0.100%
18 8.052 855 861 866 rBV6 7229 11587 0.45% 0.040%
19 8.293 896 902 920 rBV 240598 493935 19.36% 1.688%
20 8.475 927 933 941 rVB5 11885 31846 1.25% 0.109%
21 8.604 950 955 959 rBVS8 7199 12873 0.50% 0.044%
22 8.657 959 964 969 rVW4 23661 43196 1.69% 0.148%
23 8.722 969 975 984 rw 236987 420728 16.49% 1.437%
24  8.904 1001 1006 1013 rVB9 7996 17339 0.68% 0.059%
25 9.057 1024 1032 1038 rBV 96625 175180 6.87% 0.598%
26 9.169 1046 1051 1059 rvVB2 23256 41320 1.62% 0.141%
27  9.293 1067 1072 1077 rVV7 8041 14275 0.56% 0.049%
28 9.428 1089 1095 1107 rBV 227361 404709 15.86% 1.383%
29 9.528 1107 1112 1118 rVVie 11687 24102 0.94% 0.082%
30 9.599 1118 1124 1130 rVB4 17264 33659 1.32% 0.115%
31 9.757 1139 1151 1158 rBV 206292 376125 14.74%  1.285%
32 9.869 1163 1170 1180 rVB1eO 18965 48989 1.92% 0.167%
33 9.975 1182 1188 1207 rBV 295370 687123 26.93% 2.348%
34 10.116 1210 1212 1218 rVV6 11409 21572 ©0.85% 0.074%
35 10.181 1219 1223 1226 rVB4 6392 9812 ©0.38% 0.034%

36 10.322 1240 1247 1255 rVWW 302109 530790 20.80% 1.813%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP110924.MA.M
Title : SVOA CALIBRATION
37 10.481 1268 1274 1288 rVW 277607 581301 22.78% 1.986%
38 10.593 1288 1293 1303 rvB8 18326 54550 2.14% 0.186%
39 10.763 1317 1322 1326 rBvVS8 8561 16925 0.66% 0.058%
40 10.898 1341 1345 1346 rBV3 9904 12450 0.49% 0.043%
41 11.063 1368 1373 1377 rBvV2 18123 32408 1.27% 0.111%
42 11.110 1377 1381 1383 rWV5 17764 28018 1.10% 0.096%
43 11.134 1383 1385 1388 rVV4 19682 29017 1.14% 0.099%
44 11.181 1389 1393 1398 rVB2 28987 49545 1.94% 0.169%
45 11.298 1407 1413 1418 rBV2 65444 109319 4.28% 0.373%
46 11.540 1445 1454 1458 rBV3 29605 66372 2.60% 0.227%
47 11.675 1471 1477 1484 rVB 176401 285240 11.18% 0.975%
48 11.810 1492 1500 1503 rBv8 19507 52752 2.07% ©0.180%
49 11.863 1504 1509 1512 rVWV5 16696 40256 1.58% 0.138%
50 11.922 1516 1519 1522 rVWV5 14965 22838 0.89% 0.078%
51 11.963 1522 1526 1534 rVV7 22586 46437 1.82% ©0.159%
52 12.051 1536 1541 1549 rVB7 18126 45644 1.79% 0.156%
53 12.128 1549 1554 1559 rBV7 16783 28294 1.11% 0.097%
54 12.222 1565 1570 1574 rBV6 16922 36360 1.42% 0.124%
55 12.269 1574 1578 1582 rBV3 21508 39576 1.55% 0.135%
56 12.381 1592 1597 1602 rVB6 21611 42909 1.68% 0.147%
57 12.593 1624 1633 1638 rBV 259064 388458 15.22% 1.327%
58 12.692 1644 1650 1655 rVB7 16195 33480 1.31% 0.114%
59 12.916 1681 1688 1690 rBV6 14283 34986 1.37% 0.120%
60 12.987 1698 1700 1703 rBV4 11013 11775 0.46% 0.040%
61 13.028 1704 1707 1712 rVB 44830 54645 2.14% 0.187%
62 13.416 1770 1773 1782 rVB1o 22079 50273 1.97% 0.172%
63 13.610 1800 1806 1814 rVB 709166 1041401 40.81% 3.558%
64 13.881 1846 1852 1861 rVB2 652183 1089608 42.70% 3.723%
65 14.034 1873 1878 1884 rVB4 26188 47160 1.85% 0.161%
66 14.116 1889 1892 1897 rVB6 31832 43905 1.72% 0.150%
67 14.187 1898 1904 1914 rVB2 548941 898073 35.19% 3.068%
68 14.510 1954 1959 1966 rVB3 34240 76416  2.99% 0.261%
69 14.775 2000 2004 2008 rBV2 43538 78050 3.06% 0.267%
70 14.963 2032 2036 2041 rBV3 28554 55926 2.19% 0.191%
71 15.034 2046 2048 2055 rVB5 25957 39441 1.55% 0.135%
72 15.198 2070 2076 2083 rVV 1064470 1525760 59.79% 5.213%
73 15.257 2083 2086 2091 rVB7 28785 40566 1.59% 0.139%
74 15.363 2099 2104 2115 rBV2 241877 477931 18.73% 1.633%
75 15.481 2120 2124 2131 rVV 297701 419896 16.46% 1.435%

76 15.575 2135 2140 2151 rVB 292025 413012 16.19% 1.411%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP110924.MA.M
Title : SVOA CALIBRATION
77 15.751 2165 2170 2174 rBV 284764 371504 14.56%  1.269%
78 15.945 2197 2203 2215 rVB 361677 678850 26.60% 2.319%
79 16.263 2253 2257 2265 rVB 176490 270128 10.59% 0.923%
80 16.345 2268 2271 2276 rVB 53536 69480 2.72% 0.237%
81 16.498 2293 2297 2299 rBV5 38973 60181 2.36% 0.206%
82 16.992 2376 2381 2392 rVB 777862 1165456 45.67% 3.982%
83 17.104 2393 2400 2410 rBV2 1122958 1897756 74.37% 6.484%
84 17.186 2411 2414 2419 rBV3 36309 59665 2.34% 0.204%
85 17.516 2465 2470 2475 rBV 246597 359639 14.09% 1.229%
86 17.939 2538 2542 2547 rBV 293817 386835 15.16% 1.322%
87 18.163 2576 2580 2589 rBV 318881 498070 19.52% 1.702%
88 19.057 2730 2732 2737 rVB3 75055 110437 4.33% 0.377%
89 19.151 2745 2748 2755 rBV2 197628 313309 12.28% 1.070%
90 19.210 2755 2758 2765 rVB3 99311 141889 5.56% 0.485%
91 19.280 2767 2770 2775 rVB4 57202 72488 2.84%  0.248%
92 19.486 2800 2805 2814 rVV 1724232 2417287 94.73% 8.259%
93 19.569 2815 2819 2827 rVB 218450 339226 13.29% 1.159%
94 19.710 2840 2843 2847 rBV 111772 139812 5.48% 0.478%
95 19.816 2858 2861 2866 rBV 89923 115835 4.54% 0.396%
96 20.280 2936 2940 2950 rVB2 93872 164154 6.43% 0.561%
97 21.121 3080 3083 3092 rVB2 112733 196984 7.72% 0.673%
98 21.445 3132 3138 3147 rBV 918764 1412996 55.37% 4.827%
99 24.439 3638 3647 3659 rVB 1019362 2551733 100.00% 8.718%
100 24.668 3677 3686 3702 rVB 526775 1544972 60.55% 5.278%

Sum of corrected areas: 29269986
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
BP023171.D

: 16 Nov 2024 13:40

: RC/JU

: P4803-19

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP023171.D\data.ms
1500000
1000000
500000
9.9780132481 12.593
3550 6 gé 22 7 575 8 293 8.722 9.428 757 11675
. 4.952 6.7 9.057 8 .
Ogﬂ:ﬁ@ | 3.852 4.287 | 5275 6.09375 J\ 2227 55@%2 3790 96 @M (18 .69
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP023171.D\data.ms
19.486
1500000
15.198 17504 21.445
1000000 16.992
136&9881
14.187
500000 D45
143 569 21.121
: 16.263 389 %53620.280
1 8
Bighan 1tanes HtiEomse
e e o o . i e L et o
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP023171.D\data.ms
1500000
24.439
1000000
4.668
500000
O\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, (1-methylethyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.093 4.25 ng/ul 85898 1,4-Dichlorobenzene-d4 7.575

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 528 (6.093 min): BP023171.D\data.ms (-521) (-) m/z 105.10 100.00%

105.1
5000

‘J‘ AR AL AR

5.80 6.00 6.20 6.40
4
207.1 273.8 341.9401.6 465.5 543. m/z 120.10 26.08%

0"H‘,m‘_m_H‘w‘_m‘Hwm‘w_m‘w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 R R RAREN RS R

5.80 6.00 6.20 6.40
m/z 76.95 18.30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10713: Benzene, (1-methylethyl)-
105.0

5.80 6.00 6.20 6.40

o

5000 ITI z 79.00 14.99%
ox,P“\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10714: Benzene, (1-methylethyl)-
105.0 5.80 6.00 6.20 6.40

m/z 103.00 12.72%

B0 ’ A

O ettt e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tetramethylbutanedinitrile Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.652 6.23 ng/ul 125927 1,4-Dichlorobenzene-d4 7.575

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetramethylbutanedinitrile 136 C8H12N2 003333-52-6 90
2 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 90
3 Tetramethylbutanedinitrile 136 C8H12N2 003333-52-6 90

4 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 90
5 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 83

Abundance Scan 793 (7.652 min): BP023171.D\data.ms (-788) (-) m/z 69.05 100.00%

69.0
5000

} 1281 2071 28263423 4128 208 7.40 7.60 7.80 8.00
: : .6342.3 412.8475.1 539. .
‘m.‘u‘ﬂu‘vM“Z‘H‘Hu‘mH‘mwmwuu‘mwuu‘mw m/z 68.05 45.50%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18607: Tetramethylbutanedinitrile
69.0
5000 LN L L L B L B B

7.40 7.60 7.80 8.00
m/z 41.05 32.57%

‘\\h\‘\“‘\l}\1‘\]-13\?.‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40209: Propanenitrile, 2,2'-azobis[2-methyl-
69.0

7.40 7.60 7.80 8.00

o

5000 m/z 54.00 30.60%
o_u““u“u L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18611: Tetramethylbutanedinitrile St P
69.0 7.40 7.60 7.80 8.00

m/z 42.00 22.69%

0 1 ‘ J‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Triethyl phosphate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.057 6.60 ng/ul 175180  Naphthalene-d8 10.322

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethyl phosphate 182 C6H1504P 000078-40-0 95
2 Triethyl phosphate 182 C6H1504P 000078-40-0 90
3 Triethyl phosphate 182 C6H1504P 000078-40-0 80
4 Butyl diethyl phosphate 210 C8H1904P 1000298-58-0 78
5 Phosphoric acid, diethyl octyl e... 266 C12H2704P 1000308-90-4 59

Abundance Scan 1032 (9.057 min): BP023171.D\data.ms (-1024) (-) m/z 99.00 100.00%
99.0

—

5000
8809.009.209.40
o, 44O Jb ‘ M 1821 2669 3411 4254 5041 .7 155.00  76.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57144: Triethyl phosphate
99.0
5000 L L L LB LI I R
29.0 8.80 9.00 9.20 9.40
m/z 80.95 56.88%
OlJJ‘JJWII ‘\‘\‘L“H?E.‘(}\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57145: Triethyl phosphate
99.0
29.0
8.80 9.00 9.20 9.40
5000 ITI/Z 127.00 48.12%
R T—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57147: Triethyl phosphate
99.0 8.80 9.00 9.20 9.40
m/z 109.00 36.36%
5000
29.0
A o
o‘mﬂW_\Jj‘Hmﬂﬂe‘_‘H,‘H“H‘w“u“u‘_“w“u“ L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2,4,6-Cycloheptatrien-1-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.757 14.17 ng/ul 376125 Naphthalene-d8 10.322

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,6-Cycloheptatrien-1-one 106 C7H60 000539-80-0 91
2 2,4,6-Cycloheptatrien-1-one 106 C7H60 000539-80-0 90
3 4H-1,3-Benzodioxin 136 C8H802 000254-27-3 90
4 Benzene 78 C6H6 000071-43-2 81
5 Salicyl alcohol 124 C7H802 000090-01-7 78
Abundance Scan 1151 (9.757 min): BP023171.D\data.ms (-1139) (-) m/z 78.05 100.00%
78.0
5000
135.9
“ 9 50 10 00
ol H i\ 207026703289 4189 5039 m/z 106.00  39.29%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #5715: 2,4,6-Cycloheptatrien-1-one
78.0
5000 —r o —
9.50 10.00
m/z 135.95 31.03%
()]_SF)II“Al \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5716: 2,4,6-Cycloheptatrien-1-one
78.0
—— —
9.50 10.00
5000 19.53%
O RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18691: 4H-1,3-Benzodioxin
78.0 10 00
m/z 51 00 17.68%
5000
‘ 136.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP©23171.D

Acqg On : 16 Nov 2024 13:40

Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924 .MA.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Phenol, p-tert-butyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.675 10.75 ng/ul 285240  Naphthalene-d8 10.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 95
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 87
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87

Abundance Scan 1477 (11.675 min): BP023171.D\data.ms (-1471) (-

135.1

5000
77ﬁ ‘ 11,50 12.00
b dpblddy L] 2070 281.9340.9403.7462.95251 1/, 197,00  52.93%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000
11,50 12.00
m/z 150.00  18.47%
77.
L5
O‘\\WUff\\‘fﬁ‘\\f\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

m/z 135.05 100.00%

J\

L,

Abundance #27480: Phenol, m-tert-butyl-
135.0
i
1150 1200
5000 ITI z 95.00 14.96%
41.0
o“uuwthw‘“p“w“‘w"H“H“‘H“H“““‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27473: Phenol, m-tert-butyl-
135.0 1150 1200
m/z 76.95 14.15%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1150 1200

SFAM-EPA-BP110924.MA.M Mon Nov 18 01:59:58 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.575 9.20 ng/ul 413012  Acenaphthene-d10 14.187
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 89
Abundance Scan 2140 (15.575 min): BP023171.D\data.ms (-2135) (- m/z 105.00 100.00%
105.0
182.1
5000
T \
39 15.50
Ol L 281.1340.9 406.2 475.25365 /7 77.e5  80.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
182.0
5000 == ‘
15.50
m/z 182.05 65.16%
O \\\\}\\‘1\\’\\\\#\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
T T \
182.0 15.50
5000 m/z 51.00 30.38%
27.0
Ot e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56922: Benzophenone T
105.0 15.50
m/z 181.05 11.09%
5000 182.0
0 270‘ 1 i I
L A R e S S AR R R P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50

SFAM-EPA-BP110924.MA.M Mon Nov 18 01:59:59 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzenesulfonamide, N-ethyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.751 6.38 ng/ul 371504  Phenanthrene-d10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 96
2 N3, N.alpha.-bis*ptoluenesulfony... 462 C20H22N405S2  1000130-21-9 53
3 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 53
4 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 53
5 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 52
Abundance Scan 2170 (15.751 min): BP023171.D\data.ms (-2165) (| m/z 91.05 100.00%
91.0
5000
155.0
= =
l w ) 15.50 16.00
obphid il | 220.1281.0343.1408.1 48695465 /7 155 00  35.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0

]

155.0 15.50 16.00
’ m/z 65.00 30.04%
29%) L

‘\\‘\ T ‘”\H\‘\H\‘\H\‘\\H‘HH‘HH‘\\H‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #329459: N3, N.alpha.-bis*ptoluenesulfonyl)histidineamid

5000

o

I
T

91.0
5 —
15.50 16.00
5000 ITI/Z 90.00 25.82%
155.0
oL 280 w80
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ’V\ﬂhw
Abundance #75204: Benzenesulfonamide, N-ethyl-2-methyl- e >
91.0 155.0 15.50 16.00
m/z 199.10 21.53%
5000
YO Y I L S | S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

SFAM-EPA-BP110924.MA.M Mon Nov 18 02:00:00 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 2(3H)-Benzothiazolone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.945 11.65 ng/ul 678850  Phenanthrene-di10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 59
4 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 46
5 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 43
Abundance Scan 2203 (15.945 min): BP023171.D\data.ms (-2197) (- m/z 151.00 100.00%
151.0
5000 j{
69.0
h 16 00
Obrtlldld, | | 2190 3271 415347615391 /. o6.00  87.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28647: 2(3H)-Benzothiazolone
151.0
5000
16 00
69.0 m/z 123 63.64%
0 ‘\\\\ﬂ\{‘“‘\“‘\“\‘\‘}“\\“\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28644: 2(3H)-Benzothiazolone
151.0
16 00
5000 21.65%
69.0
Ot b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28654: 1,2-Benzisothiazol-3(2H)-one
151.0 16 00
14.11%
5000
69.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00

SFAM-EPA-BP110924.MA.M Mon Nov 18 02:00:01 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzenesulfonamide, N-ethyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.263 4.64 ng/ul 270128  Phenanthrene-di10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 94
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 94
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 90
4 4-Methyl-N-(2-oxobutyl)benzenesu... 241 C11H15NO3S 1000192-14-5 78
5 N-isobutyl-4-methylbenzenesulfon... 227 C11H17NO2S 023705-38-6 78
Abundance Scan 2257 (16.263 min): BP023171.D\data.ms (-2253) (- m/z 91.05 100.00%
91.0
155.0
5000
—T —
16.00 16.50
obrbikil ) 1221.0280.9340.9400.64614 535.9 /7 155.00  69.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75207: Benzenesulfonamide, N-ethyl-4-methyl-
155.0
91.0 L
5000 — —
16.00 16.50
m/z 184.00  49.02%
15'0\\ |
0‘\‘\\\‘\‘\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0 k
155.0 —4 —
16.00 16.50
5000 m/z 65.00 27 .06%
29\”1‘ I
Ottt e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl- —— —
91.0 16.00 16.50
155.0 m/z 92.00 13.63%
- L/\li\/\/\—‘
28.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP110924.MA.M Mon Nov 18 02:00:01 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.516 6.17 ng/ul 359639  Phenanthrene-d10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 95
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 94
3 Oxazole, 2-methyl-4,5-diphenyl- 235 C16H13NO 014224-99-8 80
4 4-tert-Butyl-2,6-dimethylphenol, ... 250 C15H260Si 1000495-37-2 70
5 2,5-di-tert-Butyl-1,4-dimethoxyb... 250 C16H2602 007323-63-9 59

Abundance Scan 2470 (17.516 min): BP023171.D\data.ms (-2465) (| | m/z 235.10 100.00%
235.1

5000

—

57.0115.1175.1 17.50
LT ]| 293.0353.2 4294 534.7 m/z 207.10  24.637

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #135799: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0

—

o

5000
17.50

m/z 236.10  16.13%

57.0 15. 01750

‘\H\’\rﬂ[WYHM\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135796: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr

o

-

235.0
17.50
5000 m/z 250.10 13.64%
57.0
1150175, o\
O‘H\MMMMWVM‘*VM‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117452: Oxazole, 2-methyl-4,5-diphenyl- —r ;
235.0 17.50
165.0 m/z 57.05  8.44%
5000
104.0
43.0 ” ‘
o_H‘J,\m“m_‘H_‘H_m_Hwwwwww‘_ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50

SFAM-EPA-BP110924.MA.M Mon Nov 18 02:00:02 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.939 6.64 ng/ul 386835 Phenanthrene-d10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 89
Abundance Scan 2542 (17.939 min): BP023171.D\data.ms (-2538) (- m/z 73.00 100.00%
73.0
5000
213.2
—
I “ ML 0| .|, ps29 3569 442850438 18.00
0f—t: \u"mw‘www e AAES00SE  m/z 43.10  85.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
18.00
“ 213.0 m/z 60.00 84.08%
0‘\\\ ‘ \L’l‘\!l\”\l“\\\!‘\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
420 256.0
.
18.00
5000 m/z 55.05 75.49%
129.0
A TV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T
43.0 18.00
m/z 41.05 69.64%
5000 256.0
129.0
ol -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

SFAM-EPA-BP110924.MA.M Mon Nov 18 02:00:03 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.163 8.55 ng/ul 498070  Phenanthrene-d10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 86
2 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 70
3 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 64
4 Lycopodan-5-one, 12-hydroxy-15-m... 263 C16H25NO2 006900-92-1 60
5 1H-Indole, 2-(2'-tetrahhydrofury... 263 C18H17NO 163064-85-5 53
Abundance Scan 2580 (18.163 min): BP023171.D\data.ms (-2576) (- m/z 263.15 100.00%
268.1
5000 j{
57.0 S ——
‘ 147 0,0 031 ‘ 18.00 18.50
O b e '“HWH bk dd 3549 4310 5326 57.05  25.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171083: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000
18 00 18 50
5 m/z 278.10  23.18%
147.0503.
O\\\h“\\\\l’1‘\"!1‘”1\\\‘\“\\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
— —
18.00 18.50
5000 m/z 264.15 18.37%
57.0 147 0
I ‘ 203.
Om‘HH‘,HH'\‘\“‘\H”‘\“\m‘mwm‘\m,mwm‘m\,\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171026: Cyanic acid, (1-methylethylidene)di-4,1-phenyle f—— =
263.0 18.00 18.50
147.00 11.70%
B JhwmwﬂuijwmmAwwvmw
144.0
0 \\‘7\?01\ \ | 2060 \
A e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 00 18 50

SFAM-EPA-BP110924.MA.M Mon Nov 18 02:00:04 2024 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 16

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
BP023171.D

Nov 2024 13:40

: RC/JU
. P4803-19

7

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Oleyl alcohol, trifluoroace... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.151 5.38 ng/ul 313309 Phenanthrene-d10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleyl alcohol, trifluoroacetate 364 C20H35F302 1000352-68-4 93
2 Octyl cis-vaccenate 394 C26H5002 180252-12-4 87
3 1,3-Dioxolane, 4-ethyl-5-octyl-2... 350 C15H24F602 038274-73-6 83
4 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 68

5 trans-9-Octadecenoic acid, penty... 352 C23H4402 1000405-19-1 62

Abundance Scan 2748 (19.151 min): BP023171.D\data.ms (-2745) (| | m/z 55.10 100.00%

55.1
5000

—r —
| ‘ ﬁ 1,g71 2641 19.00 19.50
oo ARt g | 3928 43004972 "o as 70,50y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273422: Oleyl alcohol, trifluoroacetate
55.0
5000 — —
19.00 19.50

m/z 41.10 74.00%

ol ﬂ (1. 2370 306.0°°00
‘\\1\’\1!‘1!\T\\1\‘1!\\‘\\1\‘\F\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298390: Octyl cis-vaccenate

69.0

264.0 — —
19.00 19.50

5000 m/z 83.05 61.21%

‘ 180.0
‘Hivm iMMWlkwmmﬁuMHM3%39‘§?f9“_‘H“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #259160: 1,3-Dioxolane, 4-ethyl-5-octyl-2,2-bis(trifluorom — ——
69.0 19.00 19.50

m/z 43.10 56.62%

o

5000
281.0

%

L2 e

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

SFAM-EPA-BP110924.MA.M Mon Nov 18 02:00:05 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 21 Phenol, 4,4'-(1-methylethyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.569 4.80 ng/ul 339226  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 94
3 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 90
4 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 87
5 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 83
Abundance Scan 2819 (19.569 min): BP023171.D\data.ms (-2815) (- m/z 213.10 100.00%
218.1
- M
119.0 1
39.0 J ‘ \ 19.50
bbbkt g L | 285134194010 5049 /7 119,00 17.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 — :
19.50
119.0 m/z 214.05 17.14%
O \EJ‘_.\p\l\\\l‘l\\\\‘\‘l\‘\\\‘\\L\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
U \
19.50
5000 m/z 228.10 16.41%
119.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109423: Phenol, 4,4'-(1-methylethylidene)bis- —~— ‘
213.0 19.50
m/z 91.10 12.26%
5000
119.0
410 |
O it e e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
BP©23171.D
: 16 Nov 2024 13:40
: RC/JU
: P4803-19
: 7 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
le : SVOA CALIBRATION
ry : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.121 2.79 ng/ul 196984  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 98
2 1-Nonadecene 266 C19H38 018435-45-5 98
3 2-Methyl-2-docosene 322 C23H46 1000131-16-9 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3083 (21.121 min): BP023171.D\data.ms (-3080) (-

83.

m/z 83.10 100.00%

%

5000

47.0205.0 2100 2150
ob— L, }w"-\,nm L pl[03028 415147505851 55 16 89.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155962: Z-5-Nonadecene
55.0
5000 — —
21.00 21.50
125.0 266.0 m/z 57.10 85.78%
' } 196.0
O‘\H‘J\‘\J\\‘\‘Hl\l"\l\H‘HH‘H\\‘\H\‘\\H‘HH‘H\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

—

Abundance #155961: 1-Nonadecene
97.0
21.00 21.50
5000 m/z 69.05 81.43%
29.0
i [
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
— —

Abundance #227239: 2-Methyl-2-docosene
69.0 21.00 21.50
m/z 97.10 78.56%
5000
322.0
ob L “}?9 0197.0 264.0

“‘H““‘ e T T e e — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111624\
Data File : BP023171.D

Acqg On : 16 Nov 2024 13:40
Operator : RC/JU

Sample : P4803-19

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, (1-met... 6.093 4.3 ng/ul 85898 1 7.575 404065 20.0
Tetramethylbuta... 7.652 6.2 ng/ul 125927 1 7.575 404065 20.0
Triethyl phosphate 9.057 6.6 ng/ul 175180 2 10.322 530790 20.0
2,4,6-Cyclohept... 9.757 14.2 ng/ul 376125 2 10.322 530790 20.0
Phenol, p-tert-... 11.675 10.8 ng/ul 285240 2 10.322 530790 20.0
Benzophenone 15.575 9.2 ng/ul 413012 3 14.187 898073 20.0
Benzenesulfonam... 15.751 6.4 ng/ul 371504 4 16.998 1165460 20.0
2(3H)-Benzothia... 15.945 11.7 ng/ul 678850 4 16.998 1165460 20.0
Benzenesulfonam... 16.263 4.6 ng/ul 270128 4 16.998 1165460 20.0
Benzoic acid, 3... 17.516 6.2 ng/ul 359639 4 16.998 1165460 20.0
n-Hexadecanoic ... 17.939 6.6 ng/ul 386835 4 16.998 1165460 20.0
3,5-di-tert-But... 18.163 8.6 ng/ul 498070 4 16.998 1165460 20.0
Oleyl alcohol, ... 19.151 5.4 ng/ul 313309 4 16.998 1165460 20.0
Phenol, 4,4'-(1... 19.569 4.8 ng/ul 339226 5 21.445 1413000 20.0
(DEL) Alkane: S... 21.121 2.8 ng/ul 196984 5 21.445 1413000 20.0
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