LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39513.D

Acqg On : 20 Apr 2023 02:29
Operator : CG/JU

Sample : 02296-14DL2 30X
Misc :

ALS Vvial : 65 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 M\Methods\SFAM-EPA-BM@41823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@39513.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.966 154 158 165 rBv4 14816 24036 0.24% 0.073%
2 5.813 470 472 481 rVB5 6237 10031 0.10% 0.031%
3 7.384 734 739 743 rBV5 5538 12407 0.12% 0.038%
4 7.466 747 753 761 rW 64348 107625 1.07% 0.329%
5 7.825 808 814 829 rBV 649524 1215373 12.12% 3.711%
6 7.931 829 832 842 rVB 24422 50516 ©.50% 0.154%
7 8.195 873 877 885 rBV 13052 23897 0.24% 0.073%
8 8.366 901 906 917 rVB 31984 68836 0.69% 0.210%
9 8.607 939 947 952 rBV9 4668 10464 0.10% 0.032%
10 8.936 998 1003 1007 rBV5 6858 11836 ©0.12% 0.036%
11  9.013 1011 1016 1028 rBv4 18522 46146 0.46% 0.141%
12 9.148 1034 1039 1043 rBV 73622 134125 1.34% 0.410%
13 9.189 1043 1046 1056 rVV2 43048 110790 1.10% ©0.338%
14  9.325 1060 1069 1075 rvwv 40707 117466 1.17% ©.359%
15 9.389 1077 1080 1087 rVv4 14459 28319 ©0.28% 0.086%
16 9.460 1087 1092 1096 rVv2 10475 20673 0.21% 0.063%
17 9.519 1096 1102 1110 rVB2 10799 20885 0.21% 0.064%
18 9.742 1134 1140 1149 rVB2 7880 20796 0.21% 0.063%
19 10.031 1183 1189 1197 rBv2 24406 51351 0.51% 0.157%
20 10.331 1233 1240 1244 rBV7 7559 16307 0.16% 0.050%
21 10.631 1283 1291 1295 rBV 1091322 1940091 19.35% 5.924%

22 10.683 1295 1300 1315 rVV 5868668 10026498 100.00% 30.613%

23 10.807 1315 1321 1332 rVB 229408 462011 4.61% 1.411%
24 12.201 1551 1558 1565 rBV 37986 67992 0.68% ©0.208%
25 12.307 1569 1576 1582 rBV4 7678 15666 ©.16% ©.048%
26 12.519 1602 1612 1627 rBV 741652 1345256 13.42% 4.107%
27 13.319 1741 1748 1756 rBV 230225 415242 4.14% 1.268%
28 13.513 1776 1781 1793 rVB 33652 79238 0.79%  0.242%
29 13.648 1797 1804 1805 rBV 46815 67692 0.68% 0.207%
30 13.801 1824 1830 1838 rBV 97442 180228 1.80% ©.550%
31 13.901 1838 1847 1858 rVB 64622 116005 1.16% ©.354%
32 14.042 1864 1871 1874 rBV 33824 60141 0.60% 0.184%
33 14.177 1888 1894 1897 rBV 68762 110300 1.10% ©0.337%
34 14.307 1911 1916 1924 rBV 21656 48263 0.48% 0.147%
35 14.483 1936 1946 1952 rBV 1788740 2843087 28.36% 8.681%
36 14.548 1952 1957 1966 rVV 863799 1339141 13.36% 4.089%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39513.D

Acqg On : 20 Apr 2023 02:29
Operator : CG/JU

Sample : 02296-14DL2 30X
Misc :

ALS Vvial : 65 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 M\Methods\SFAM-EPA-BM@41823.MA.M
Title : SVOA CALIBRATION
37 14.630 1966 1971 1985 rVB 94941 202522 2.02% 0.618%
38 14.789 1994 1998 2004 rVB4 9333 14522 0.14% 0.044%
39 14.883 2007 2014 2025 rBV 607959 982356 9.80% 2.999%
40 15.101 2047 2051 2057 rVB7 6771 12878 0.13% 0.039%
41 15.483 2110 2116 2122 rBV 86932 148992 1.49%  0.455%
42 15.536 2122 2125 2134 rVB3 15378 28172 0.28% 0.086%
43 15.783 2162 2167 2171 rBV4 11194 20717 0.21% 0.063%
44 15.836 2171 2176 2188 rVVv4 21093 58767 ©.59% 0.179%
45 15.942 2190 2194 2197 rVV5 5942 10646 ©0.11% 0.033%
46 15.983 2197 2201 2212 rVV3 21630 59926 0.60% 0.183%
47 16.230 2236 2243 2250 rBV8 16688 42792 0.43% 0.131%
48 16.418 2270 2275 2283 rBV10 5909 15698 ©0.16% 0.048%
49 16.524 2286 2293 2298 rVV7 5708 13956 0.14% 0.043%
50 17.054 2379 2383 2389 rVB 25455 37279 0.37% 0.114%
51 17.230 2407 2413 2418 rBV 2130064 3226408 32.18% 9.851%
52 17.271 2418 2420 2427 rVV 353763 556567 5.55% 1.699%
53 17.336 2427 2431 2442 rVB 93458 185612 1.85% 0.567%
54 17.654 2479 2485 2507 rBV 210046 484361 4.83% 1.479%
55 17.971 2535 2539 2544 rVB8 5812 10796 ©0.11% 0.033%
56 18.177 2569 2574 2582 rBV3 14137 34506 ©0.34% 0.105%
57 19.636 2817 2822 2831 rBV 108613 203246 2.03% 0.621%
58 21.424 3121 3126 3142 rBV 1819166 2794261 27.87% 8.532%
59 23.783 3521 3527 3540 rBV2 1125468 2388326 23.82% 7.292%

Sum of corrected areas: 32752036

SFAM-EPA-BM@41823.MA.M Thu Apr 20 13:10:28 2023 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39513.D

Acq On : 20 Apr 2023 02:29
Operator : CG/JU

Sample : 02296-14DL2 30X
Misc

ALS Vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM039513.D\data.ms
10.683

5000000
4000000
3000000

2000000

10.681

1000000 7825

.807
0 3.966 5.813 7.8446 9@33 18368, 60789&%@74@ 03D.331 &(A
T T T ‘ T T T ‘ T T T ‘ 1 T 7T ‘ T T T 7T ‘ T 1 1 7T ’ T 1T 1 7T ’ T 1T 1 7T ‘ T 1T 1 7T ‘ T T ‘ T 1T ‘ T T 171 T 1 T T ’ 1 T 7T ’ T T T ‘ 1 T 7T ‘ T 1 7T

Time--> 350 400 450 500 550 600 650 700 750 8.00 850 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM039513.D\data.ms

5000000

4000000

3000000

17.230
2000000 14.483

1000000 12.519 14,548
17127

14.883
13 $ eiosoiasy
132@07}& i 73 01 AR 200 524 1708413 "9t api177 19.636

O AL e e e e e A L e e e e e e e i i e e e e e e BB A S e e

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 1600 16.50 1700 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM039513.D\data.ms

' D

5000000

4000000

3000000

21.424
2000000
23.783

1000000

0 T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BM041823.MA.M Thu Apr 20 13:10:29 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39513.D

Acq On : 20 Apr 2023 02:29
Operator : CG/JU

Sample : 02296-14DL2 30X
Misc

ALS Vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.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 Hexanoic acid, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.148 2.21 ng/ul 134125 1,4-Dichlorobenzene-d4 7.825

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
Abundance Scan 1039 (9.148 min): BM039513.D\data.ms (-1034) (-) m/z 72.95 100.00%
5000
41.0 JL
101.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
H ‘ ‘ 200 1605 267 8.80 9.00 9.20 9.40
0“WH‘WWJMAMWMMw‘HE‘HH‘HW‘H‘_HCMH‘_‘HM‘HM‘L m/z 88.00 85.79%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 B LRI B N e e
8.80 9.00 9.20 9.40
H ‘ ‘ ‘116.0 m/z 41.00  36.34%
O \H‘\‘H\"‘\‘HH\"‘\\“\‘\‘\‘H‘\H\‘HH‘HH’HH‘HH‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
R
8.80 9.00 9.20 9.40
5000 m/z 57.00 32.40%
41.0
101.0
SN A Y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0 8.80 9.00 9.20 9.40
m/z 87.00 23.00%
5000 57.0
29.
9.0 116.0
m/z--> 20 40 60 80 100120140160180200220240260 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39513.D

Acq On : 20 Apr 2023 02:29
Operator : CG/JU

Sample : 02296-14DL2 30X
Misc

ALS Vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzo[c]thiophene Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
10.807 4.76 ng/ul 462011  Naphthalene-d8 10.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94

Abundance Scan 1321 (10.807 min): BM039513.D\data.ms (-1315) (- | m/z 134.00 100.00%
134.0
5000 j\\
1050  11.00
63.0
39.
o‘Hwm_H‘p‘m‘u,"”‘w‘1H_w‘l‘W_WW%QT:Q m/z 88.95 12.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo[c]thiophene
134.0
5000
1050 1100
89.0 m/z 90.00 9.87%
63.0 ‘
O\\\\‘\\\\‘\\\\“‘\‘\‘\\’\\‘\\‘\\\\‘\\\‘M‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17521: Benzo[b]thiophene
134.0
1050 1100
5000 m/z 135.00 9.33%
89.0
63.0
E< s SOV PO W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17518: Benzo[b]thiophene
134.0 1050 1100
m/z 63.00 7.24%
5000
45,0 67.0 890
- N
m/z--> 20 40 60 80 100 120 140 160 180 200 1050 1100
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39513.D

Acqg On : 20 Apr 2023 02:29
Operator : CG/JU

Sample : 02296-14DL2 30X
Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.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|
Hexanoic acid, ... 9.148 2.2 ng/ul 134125 1 7.825 1215370 20.0
Benzo[c]thiophene 10.807 4.8 ng/ul 462011 2 10.636 1940090 20.0
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