LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acqg On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc :

ALS vial : 6 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-BP010824.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO19411.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.170 11 14 18 rBV5 4455 8979 0.25% 0.023%
2 3.217 18 22 24 rWW 24628 31029 0.88% 0.079%
3 3.246 24 27 40 rVB 102744 146352 4.15% 0.372%
4  3.493 64 69 73 rBv2 7566 10942 0.31% 0.028%
5 3.640 990 94 105 rBV 136073 213532 6.06% 0.542%
6 3.799 115 121 126 rVB3 15938 25281 0.72% 0.064%
7 3.852 126 130 135 rVB3 8320 14010 ©0.40% ©0.036%
8 3.952 143 147 151 rVB 10605 13785 ©0.39% 0.035%
9 4.393 218 222 229 rVB 52552 73577 2.09% 0.187%
10 4.775 279 287 291 rBV3 9532 14789 0.42% 0.038%
11 5.081 333 339 347 rVB 358862 520746 14.77% 1.323%
12 5.505 401 411 416 rVB4 13399 26312 0.75% 0.067%
13 5.711 441 446 452 rVB4 16716 27343 0.78% 0.069%
14 5.858 467 471 478 rVB7 6592 11339 ©0.32% 0.029%
15 6.016 493 498 502 rBv2 5430 8566 0.24% 0.022%
16 6.140 513 519 524 rBV1e 4230 9141 0.26% 0.023%
17 6.263 529 540 545 rBV8 7928 21814 ©0.62% ©.055%
18 6.440 568 570 576 rvB5 6899 10723 0.30% 0.027%
19 6.658 600 607 614 rBV5S 4511 11420 0.32% 0.029%
20 6.746 617 622 628 rVB1o 4728 10717 0.30% 0.027%
21 6.963 652 659 670 rVB 120650 215235 6.11% 0.547%
22 7.110 678 684 693 rBv 488670 761317 21.60% 1.934%
23 7.205 693 700 705 rVvB2 9540 18722 ©.53% 0.048%
24 7.305 710 717 725 rBV 471963 744190 21.11% 1.891%
25 7.452 738 742 748 rVB3 10624 17959 0.51% 0.046%
26 7.522 750 754 760 rVB6 10352 16078 0.46% 0.041%
27 7.658 763 777 785 rBV3 43483 105347 2.99% 0.268%
28 7.769 785 796 801 rBV 518625 830662 23.57% 2.110%
29 7.869 810 813 819 rvVvB4 11446 18958 0.54% 0.048%
30 8.005 830 836 839 rBvs 7202 13307 ©0.38% 0.034%
31 8.063 840 846 850 rvvs 16208 35888 1.02% 0.091%
32 8.122 850 856 862 rVB 60444 102167 2.90% 0.260%
33 8.499 912 920 930 rW 377245 621929 17.64% 1.580%
34 8.587 931 935 940 rVv8 6371 11653 ©0.33% 0.030%
35 8.681 946 951 959 rBVS 8362 21359 0.61% 0.054%
36 8.763 959 965 974 rVB3 18245 36405 1.03% 0.092%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acqg On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc :

ALS vial : 6 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-BP010824.MA.M
Title : SVOA CALIBRATION
37 8.852 974 980 981 rBV6 7336 12144 0.34% 0.031%
38 8.940 988 995 1006 rVB 599739 988555 28.04%  2.511%
39 9.110 1019 1024 1033 rBV9 13846 36231 1.03% 0.092%
40 9.210 1040 1041 1045 rVVv3 7452 8719 0.25% 0.022%
41  9.328 1052 1061 1068 rBv8 18641 40981 1.16% 0.104%
42 9.575 1096 1103 1108 rBV8 6133 13892 0.39% 0.035%
43 9.657 1108 1117 1128 rBV 511321 848262 24.06% 2.155%
44  9.752 1128 1133 1139 rBV 16171 27939 0.79% 0.071%
45 9.810 1139 1143 1145 rVV5 5489 8865 ©.25% ©0.023%
46 9.840 1145 1148 1152 rVB3 6894 10526 0.30% 0.027%
47 9.946 1160 1166 1169 rBV7 7076 15680 ©0.44% 0.040%
48 10.063 1181 1186 1190 rBv4 14884 24915 ©0.71% 0.063%
49 10.116 1192 1195 1202 rVB8 7635 15717 0.45% 0.040%
50 10.199 1202 1209 1220 rBV 771992 1360499 38.60% 3.456%
51 10.428 1238 1248 1260 rBV 260125 447121 12.68% 1.136%
52 10.563 1264 1271 1277 rBV 689435 1136819 32.25% 2.888%
53 10.616 1278 1280 1285 rVv4 22908 34553 ©0.98% ©0.088%
54 10.663 1286 1288 1291 rVV3 7220 11090 0.31% 0.028%
55 10.716 1291 1297 1310 rVV 556150 975533 27.68%  2.478%
56 10.946 1331 1336 1340 rBvV2 32313 59849 1.70% ©.152%
57 11.122 1359 1366 1376 rVB 64184 121922 3.46% 0.310%
58 11.281 1388 1393 1398 rVB9 10038 18746 ©.53% 0.048%
59 11.381 1406 1410 1416 rBV9 6835 15004 0.43% 0.038%
60 11.463 1422 1424 1433 rVB9 8382 16023 0.45% 0.041%
61 11.598 1442 1447 1450 rBV3 14467 23779 0.67% 0.060%
62 11.681 1457 1461 1469 rVB7 9945 18343 0.52% 0.047%
63 11.928 1492 1503 1510 rBV 90083 166911 4.74% 0.424%
64 12.040 1518 1522 1526 rBV3 8529 12756 ©.36% 0.032%
65 12.122 1534 1536 1539 rBvV3 8610 10322 0.29% 0.026%
66 12.157 1539 1542 1545 rVB3 9792 11247 0.32% 0.029%
67 12.240 1552 1556 1562 rvB8 8489 14416 0.41% 0.037%
68 12.522 1601 1604 1607 rVB5 10890 13258 ©0.38% 0.034%
69 12.669 1625 1629 1632 rBV 21166 24834 0.70% 0.063%
70 12.763 1641 1645 1648 rBV6 10396 15929 0.45% 0.040%
71 12.934 1672 1674 1684 rVB6 8194 14348 0.41% 0.036%
72 13.151 1709 1711 1717 rVB4 6876 9642 0.27% 0.024%
73 13.234 1717 1725 1727 rBV5 21283 56534 1.60% 0.144%
74 13.263 1727 1730 1735 rW 83701 128149 3.64% 0.326%
75 13.310 1735 1738 1746 rVB3 31639 59169 1.68% 0.150%
76 13.398 1748 1753 1755 rBV6 10696 18949 0.54% 0.048%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acqg On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc :

ALS vial : 6 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-BP010824.MA.M
Title : SVOA CALIBRATION
77 13.745 1808 1812 1814 rBV4 12676 18621 ©.53% 0.047%
78 13.834 1821 1827 1833 rBV 1667730 2258976 64.09% 5.739%
79 13.887 1833 1836 1844 rVBS 23865 51222 1.45% 0.130%
80 14.069 1864 1867 1868 rBV3 11892 13577 ©.39% 0.034%
81 14.110 1868 1874 1882 rVB 1718920 2581846 73.25% 6.559%
82 14.228 1892 1894 1897 rBv4 10421 12749 0.36% 0.032%
83 14.416 1920 1926 1931 rBV 1011247 1470746 41.72% 3.736%
84 14.457 1931 1933 1940 rVB2 64146 92260 2.62% 0.234%
85 14.675 1964 1970 1977 rBV4 108474 223766 6.35% 0.568%
86 14.981 2018 2022 2026 rBV 34838 68425 1.94% 0.174%
87 15.216 2058 2062 2066 rBV 58854 72316 2.05% 0.184%
88 15.410 2089 2095 2102 rBV 2218460 3208004 91.01% 8.150%
89 15.551 2114 2119 2133 rVB 723987 994396 28.21% 2.526%
90 16.686 2308 2312 2321 rVB 101164 140603 3.99% 0.357%
91 17.169 2389 2394 2402 rVB 1163071 1704311 48.35% 4.330%
92 17.269 2406 2411 2422 rVB2 2292491 3245742 92.08% 8.245%
93 18.069 2543 2547 2554 rBV 663951 880329 24.97%  2.236%
94 19.304 2754 2757 2768 rVB 243208 312850 8.88% 0.795%
95 19.522 2788 2794 2799 rBV 2669642 3524892 100.00%  8.955%
96 20.527 2962 2965 2969 rVB 79062 82095 2.33% 0.209%
97 20.986 3039 3043 3051 rBV 466862 620345 17.60% 1.576%
98 21.274 3088 3092 3098 rBV 1215632 1505285 42.70%  3.824%
99 23.474 3459 3466 3479 rVB2 1569545 3148015 89.31% 7.997%
100 23.621 3486 3491 3501 rVB 754412 1503014 42.64%  3.818%

Sum of corrected areas: 39364129
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

1 22 Jan 2024 13:34
: MA/JU
: P1142-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
BP019411.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M
Quant Title : SVOA CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acq On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Benzene, chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.081 12.54 ng/ul 520746  1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, chloro- 112 C6H5C1 000108-90-7 96
2 Benzene, chloro- 112 C6H5C1 000108-90-7 96
3 Benzene, chloro- 112 CeH5C1 000108-90-7 94
4 Benzene, chloro- 112 C6H5C1 000108-90-7 94
5 Benzene, chloro- 112 C6H5C1 000108-90-7 94
Abundance Scan 339 (5.081 min): BP019411.D\data.ms (-333) (-) m/z 112.00 100.00%
112.0
5000
51.0 R EEmasREEESEEE
‘ 4.80 5.00 5.20 5.40
Obbbede k1931 2669 3563 43044943 ./ 77,00  69.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7184: Benzene, chloro-
112.0
5000 L L R I L L R
4.80 5.00 5.20 5.40
51.0 m/z 113.95 32.18%

i J‘

‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7185: Benzene, chloro-

112.0

4.80 5.00 5.20 5.40
5000 m/z 51.00 22.43%

51.0

i
e e e e e

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

Abundance #7181: Benzene, chloro- R T
112.0 4.80 5.00 5.20 5.40
m/z 49.95 20.72%
5000
51.0
U IUBSSUSSSESNUSSSSSISN (N PRSSSS f S uSoat
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acq On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzene, 1,4-dichloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.658 2.54 ng/ul 105347  1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 97
2 Benzene, 1,2-dichloro- 146 C6H4C12 000095-50-1 97
3 Benzene, 1,3-dichloro- 146 Ce6H4C12 000541-73-1 97
4 Benzene, 1,2-dichloro- 146 C6H4AC12 000095-50-1 95
5 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 95
Abundance Scan 777 (7.658 min): BP019411.D\data.ms (-763) (-) m/z 146.00 100.00%

146.0
5000
75.0 /\

7.40 7.60 7.80 8.00
207.0 280.9
"‘“c‘J‘*;"u“““‘\“““u‘\‘ Lo SR 3549 42984892549, ./, 148.00  75.03%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25344: Benzene, 1,4-dichloro-

146.0

5000 T
7.40 7.60 7.80 8.00
75.0

m/z 105.10  63.68%

““‘ll}l‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25337: Benzene, 1,2-dichloro-
146.0

7.40 7.60 7.80 8.00

5000 ITI/Z 111.00 48.69%
75.0
mfn!“«“‘“w‘mlu"‘m“""‘m“‘m,uw‘mwu_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25333: Benzene, 1,3-dichloro- N AmaRaEE e
146.0 7.40 7.60 7.80 8.00

m/z 75.00  35.70%

5000 /L]\/\
75.0
n ‘M. { I, ‘ “ l

m/z--> 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\BP012224\
Data File : BP@19411.D

Acq On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzene, 1,2-dichloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.122 2.46 ng/ul 102167 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-dichloro- 146 C6H4AC12 000095-50-1 97
2 Benzene, 1,3-dichloro- 146 C6H4C12 000541-73-1 96
3 Benzene, 1,2-dichloro- 146 Ce6H4C12 000095-50-1 94
4 Benzene, 1,2-dichloro- 146 C6H4AC12 000095-50-1 94
5 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 94
Abundance Scan 856 (8.122 min): BP019411.D\data.ms (-850) (-) m/z 145.95 100.00%
1

45.9
5000 75.0

&h | 7.80 8.00 8.20 8.40
bdy A0

dakid L 2089 294.9356.1 429.5489.1549. ./, 143 00  66.16%

—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25336: Benzene, 1,2-dichloro-
146.0

7.80 8.00 8.20 8.40
m/z 110.95  44.35%

L‘z\'\qi\ ‘}l\ \J‘\Il\ ‘ ‘J\ TT ; TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25333: Benzene, 1,3-dichloro-

75.0

146.0

7.80 8.00 8.20 8.40
5000 m/z 75.00  40.94%
75.0

maa

‘\\\\’\\\l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #25337: Benzene, 1,2-dichloro- P T
146.0 7.80 8.00 8.20 8.40
m/z 73.90 20.73%
5000
75.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acq On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1,2,4-trichloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.428 7.87 ng/ul 447121  Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4-trichloro- 180 C6H3C13 000120-82-1 98
2 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
3 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 97
4 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 95
5 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 94
Abundance Scan 1248 (10.428 min): BP019411.D\data.ms (-1238) (- m/z 179.85 100.00%
179.8
5000
74.0 -
n 1050
bbbk k- 2810 35534176 5043 /7 181.90  98.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55244: Benzene, 1,2,4-trichloro-
18p.0
5000 T
74.0 10.50
m/z 183.90  31.83%
%4\.91‘\4%‘\}’\\4‘!f\\‘ﬂ\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55239: Benzene, 1,3,5-trichloro-
180.0
—
10.50
5000 m/z 145.00 27.42%
74.0
Wmﬁ“LL T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55235: Benzene, 1,3,5-trichloro- =t
180.0 10.50
m/z 74.00 25.74%
5000
74.0
J‘“A“LL R R RS A RRARRRsaREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acq On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 (E)-1-(But-1-en-1-yl)-2-(se... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.122 2.14 ng/ul 121922  Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-22-7 50
2 (Z)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-23-8 50
3 (E)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-24-9 45
4 (Z)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S52 110690-21-6 45
5 Phenylalanine 165 C9H11NO2 000063-91-2 38
Abundance Scan 1366 (11.122 min): BP019411.D\data.ms (-1359) (- m/z 74.00 100.00%
74.0 176.1
5000
O e
m | ‘ 2505 11.00 11.50
Al L 2899 3550415847655387 1/, 176,10  90.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51407: (E)-1-(But-1-en-1-yl)-2-(sec-butyl)disulfane
55.0 120.0
5000 S
11.00 11.50
m/z 120.00 80.407%
’ ‘ 177.0
\ML““\“‘H'\“\ l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51408: (Z)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0
ot P
120.0 11.00 11.50
5000 m/z 55.05 65.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51409: (E)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane —— —
55.0 11.00 11.50
120.0 m/z 59.00 42.13%
- MMAM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acq On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Phenol, p-tert-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.928 2.94 ng/ul 166911  Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 97
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
Abundance Scan 1503 (11.928 min): BP019411.D\data.ms (-1492) (|  m/z 135.00 100.00%
135.0
5000
—
77Lﬁ ‘ 12.00
Ol rrrbphbliby L |, 2070 283.0 3571 467.6 5361 /7 107.00  50.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0
5000 WJA\ [ /\k‘ﬂ“ﬂ“

41.0 m/z 150.05 22.02%

Iy H L JI H )

[ L L B B B N R B B I L R R R

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

Abundance #27481: Phenol, p-tert-butyl-
135.0 e
P —
12.00
5000 ITI/Z 95.05 15.93%
77.
}QQMwﬂﬁmsu‘H“_‘H‘H“_‘H‘H‘w“u‘u‘w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27480: Phenol, m-tert-butyl- —
135.0 12.00
m/z 91.10 13.36%
5000
41.0
‘\\“\Ll‘“‘\"\J‘\‘U“H‘au‘uu‘uu‘\\u‘\\u‘\m‘\m‘\m‘uu‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acq On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA .M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 n-Hexadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
18.069 10.33 ng/ul 880329  Phenanthrene-die 17.169
Hit# of 5 Tentative ID MW MolForm CAS# 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 95

Abundance Scan 2547 (18.069 min): BP019411.D\data.ms (-2543) (- m/z 73.00 100.00%

73.0
5000
213.2
T T
“H L 18.00
0l i T Ll { “‘ |11, BLO3400 415.1474.95326 1/, 59.95  81.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
m/z 43.10 75.43%

‘ 213.0
W”‘H “NL“M\\*\www wﬂwdxﬂmAthﬂhwmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0

18.00
5000 m/z 55.05 65.07%

129.0
BT
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143509: n-Hexadecanoic acid 7 ‘
43.0 18.00

m/z 41.10 61.53%

5000 256.0 NM“NN%“WA&MAWWMH&A
129.0
‘ L m 'H “ s L }?ﬂb ‘

M ily I " L
‘\\\ T LR L B L B L L B L LR L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

BP
1 22
: MA
: P1

. 6

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\

019411.D
Jan 2024 13:34
/U
142-09
Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA .M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 Octadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
19.304 4.16 ng/ul 312850  Chrysene-d12 21.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 98
3 Octadecanoic acid 284 (C18H3602 000057-11-4 98
4 Octadecanoic acid 284 (C18H3602 000057-11-4 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89

Abundance Scan 2757 (19.304 min): BP019411.D\data.ms (-2754) (-

3

m/z 73.00 100.00%

5000
241.2

:

19.00 19.50
m/z 43.05 81.52%

171P
i) I\ bl L1 ‘3150 4162 489.0548.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid

73.0

%

5000 — —
19.00 19.50
m/z 55.18  77.01%

185.0 284.0

“M\ahﬂu |

‘\\H’ 1\‘H\\‘HH]\H!‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179093: Octadecanoic acid

~
w

.0

:

19.00 19.50
5000 284.0 m/z 57.18  75.45%
185.0

'“MH\ A \\ ‘m L1

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

:

Abundance #179090: Octadecanoic acid

43.0 19.00 19.50
m/z 60.00 71.44%
5000
129.0
“ 284.0

“ ,“}H\M\P,\‘ — S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acq On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

26.986  8.24 ng/ul 620345 Chrysene-dl2 21.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91

Abundance Scan 3043 (20.986 min): BP019411.D\data.ms (-3039) (- m/z 57.10 100.00%
57.1

%

5000
L 21.00
209.0
0 _m_MWf!l‘mmm2‘53?7‘9‘3“5,5‘”1‘_m,f‘??ﬁ”,wW,H m/z 83.10 81.64%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester
57.0
5000 L
21.00
m/z 43.05 81.12%
0 2240
o 415.0 620.0

m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

I

57.0
21.00
5000 ITI/Z 55.05 79.81%
i FF, )220 3690 648.
_m‘mwm‘mwmWwm,uwm,uwm,uu_m,u
m/z--> 0 50 100150 200 250 300 350400 450500550 600 650
Abundance #215083: 1-Heneicosanol T
55.0 21.00
m/z 69.05 77.45%
5000
5.0
L l,hlgeozeeo
“““,‘,‘,‘, ——
m/z--> 0 50 100150 200 250 300 350400 450500550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012224\
Data File : BP@19411.D

Acqg On : 22 Jan 2024 13:34
Operator : MA/JU

Sample : P1142-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.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, chloro- 5.081 12.5 ng/ul 520746 1 7.769 830662 20.0
Benzene, 1,4-di... 7.658 2.5 ng/ul 105347 1 7.769 830662 20.0
Benzene, 1,2-di... 8.122 2.5 ng/ul 102167 1 7.769 830662 20.0
Benzene, 1,2,4-... 10.428 7.9 ng/ul 447121 2 10.563 1136820 20.0
(E)-1-(But-1-en... 11.122 2.1 ng/ul 121922 2 10.563 1136820 20.0
Phenol, p-tert-... 11.928 2.9 ng/ul 166911 2 10.563 1136820 20.0
n-Hexadecanoic ... 18.069 10.3 ng/ul 880329 4 17.169 1704310 20.0
Octadecanoic acid 19.304 4.2 ng/ul 312850 5 21.275 1505290 20.0
Pentadecafluoro... 20.986 8.2 ng/ul 620345 5 21.275 1505290 20.0
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