LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc :

ALS Vvial : 19 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-BM041823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@39591.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.178 20 24 27 rBV 49573 71665 ©0.10% ©.055%
2 3.643 101 103 115 rBV 160311 282255 0.41% 0.218%
3 3.960 153 157 164 rVB 56922 76180 ©0.11% ©.059%
4 5.437 403 408 416 rBV 43864 99246 0.14% 0.077%
5 5.807 466 471 474 rBV 117022 176718 0.26% 0.136%
6 5.848 474 478 490 rVB 577060 899158 1.31% 0.694%
7 7.025 670 678 690 rVv2 127195 319028 0.46%  0.246%
8 7.148 693 699 704 rBV 491716 811014 1.18% 0.626%
9 7.190 704 706 718 rVB 95771 168286 0.24% 0.130%
10 7.354 727 734 743 rBV 445730 790108 1.15% 0.610%
11 7.454 747 751 758 rW 73491 133909 0.19% 0.103%
12 7.542 760 766 774 rVB2 69663 144888 0.21% 0.112%
13 7.813 802 812 819 rBV 720329 1269974 1.85% 0.980%
14 7.878 819 823 827 rVV 393083 628743 0.92% 0.485%
15 7.925 827 831 848 rVB 312426 578214 ©.84% 0.446%
16 8.184 868 875 884 rVB 172117 292245 0.43% 0.225%
17 8.348 898 903 914 rVB 197462 353722 ©.51% 0.273%
18 8.454 914 921 926 rBV 106245 174291 ©0.25% 0.134%
19 8.554 933 938 945 rBV 250280 464011 0.68% 0.358%
20 8.672 953 958 968 rVB2 80706 156382 ©.23% 0.121%
21 8.919 990 1000 1006 rBvV2 102782 191630 ©0.28% 0.148%
22 8.989 1006 1012 1018 rBV2 633754 1175941 1.71% 0.907%
23 9.148 1033 1039 1050 rVB4 50234 150413 0.22% 0.116%
24 9.254 1050 1057 1063 rBV3 70802 139749 0.20% 0.108%
25 9.501 1094 1099 1114 rVB 101138 196207 ©.29% 0.151%
26 9.713 1127 1135 1148 rWV 489219 979113 1.43% 0.755%
27 9.819 1148 1153 1157 rVV4 38509 86689 0.13% 0.067%
28 9.866 1157 1161 1171 rVB4 26418 81377 0.12% 0.063%
29 10.019 1180 1187 1195 rBV2 168880 327053 0.48% 0.252%
30 10.260 1222 1228 1236 rBV2 621606 1245462 1.81% 0.961%
31 10.625 1276 1290 1296 rBV 1024354 1846081 2.69% 1.424%
32 10.678 1296 1299 1305 rVB5 64362 110222 0.16% 0.085%
33 10.778 1310 1316 1330 rVB 483303 1005724 1.46% 0.776%
34 11.001 1347 1354 1363 rBV4 59556 168672 ©.25% 0.130%
35 11.201 1382 1388 1391 rBV3 37093 70139 0.10% 0.054%

36 11.248 1391 1396 1408 rVV2 109376 304378 ©0.44% 0.235%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc :

ALS Vvial : 19 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-BM041823.MA.M
Title : SVOA CALIBRATION
37 11.348 1409 1413 1426 rVB6 32744 86901 ©0.13% 0.067%
38 11.742 1474 1480 1489 rBV6 45103 112922 ©0.16% 0.087%
39 11.866 1496 1501 1507 rVB4 45462 88752 0.13% 0.068%
40 11.948 1507 1515 1521 rVB7 34198 71138 0.10% 0.055%
41 12.030 1521 1529 1543 rBV2 346688 733501 1.07% 0.566%
42 12.254 1563 1567 1572 rBvV3 45659 69529 0.10% 0.054%
43 12.313 1573 1577 1582 rBV3 40964 73513 0.11% 0.057%
44 12.460 1597 1602 1609 rBvV2 81504 147284 ©0.21% 0.114%
45 12.625 1626 1630 1637 rVB2 53219 110335 ©0.16% ©0.085%
46 12.701 1637 1643 1650 rVB5 52684 128003 0.19% 0.099%
47 12.936 1674 1683 1687 rBV2 28469 93208 0.14% 0.072%
48 12.983 1687 1691 1694 rVv4 54310 105482 ©0.15% ©0.081%
49 13.024 1694 1698 1708 rVB3 75711 164770 0.24% 0.127%
50 13.289 1739 1743 1746 rBV 62122 87054 0.13% 0.067%
51 13.454 1765 1771 1778 rBV4 49636 116830 0.17% 0.090%
52 13.624 1795 1800 1803 rBv2 67651 112958 0.16% 0.087%
53 13.889 1839 1845 1857 rBV 1719143 2451351 3.57% 1.891%
54 14.166 1886 1892 1908 rVB 1914696 2897501 4.22%  2.235%
55 14.366 1922 1926 1930 rVB 82066 106559 ©0.16% 0.082%
56 14.471 1939 1944 1952 rBV 1408468 2136877 3.11% 1.649%
57 14.771 1989 1995 2000 rBV 184409 354240 ©.52% 0.273%
58 15.030 2034 2039 2045 rBV 354694 536773 ©0.78% 0.414%
59 15.113 2045 2053 2064 rVV 3914810 6187176 9.01% 4.773%
60 15.318 2083 2088 2093 rVB 124104 171431 ©.25% 0.132%
61 15.471 2108 2114 2126 rVB 2362051 3488714 5.08% 2.691%
62 15.613 2132 2138 2142 rBV 593094 1002351 1.46% 0.773%
63 15.836 2171 2176 2184 rVV 323538 490548 0.71% 0©.378%
64 16.201 2231 2238 2250 rBV5 225715 693189 1.01% 0.535%
65 16.307 2252 2256 2265 rBvV1ie 38600 97416 0.14% 0.075%

66 16.512 2286 2291 2296 rBV 94105 142944 0.21% 0.110%
67 16.748 2326 2331 2334 rBV 96151 183217 0.27% 0.141%
68 16.912 2348 2359 2368 rBV2 28434799 68698120 100.00% 52.999%
69 17.230 2408 2413 2421 rVB 1618117 2274176 3.31% 1.754%
70 17.330 2424 2430 2445 rBV2 2559334 3748738 5.46%  2.892%

71 17.842 2513 2517 2523 rBV 118927 162583 ©0.24% ©.125%
72 18.012 2543 2546 2558 rVB6 72318 170279 ©0.25% 0.131%
73 18.130 2561 2566 2575 rBV 441652 727204 1.06% 0.561%
74 19.042 2716 2721 2725 rBV3 122639 182897 0.27% 0.141%
75 19.295 2761 2764 2774 rVB 262225 343330 0.50% 0.265%

76 19.406 2780 2783 2794 rBV 177974 316108 0.46%  0.244%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS Vvial : 19 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-BM041823.MA.M
Title : SVOA CALIBRATION

77 19.542 2802 2806 2814 rVB 468100 565079 ©0.82% 0.436%
78 19.624 2815 2820 2835 rBV 2951698 4129633 6.01% 3.186%
79 20.018 2885 2887 2892 rVB 74417 89946 0.13% 0.069%
80 21.130 3073 3076 3083 rVB2 226905 345525 0.50% 0.267%
81 21.418 3121 3125 3135 rBV 1657532 2307985 3.36% 1.781%

82 23.636 3495 3502 3513 rBV2 1940548 3923299 .71% .027%
83 23.788 3521 3528 3537 rVB2 1189027 2424076 3.53% 1.870%

(9]
w

Sum of corrected areas: 129620332
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM039591.D\data.ms

2.5e+07
2e+07
1.5e+07
1le+07

5000000

3.178 3.6433.960 5.437 268 7.?@@%&45 J&cw@gﬁams&@%? 6‘;{)@518@3%811 7z

0 T T ‘ T T 7T \7‘ T 17T ‘ L ‘ T T T 7T ‘ L ‘ L ‘ T T T T 10 “r\‘v"\“’—vﬁ—v‘\ \P‘V_Y_‘ T T ‘

Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 1150
Abundance TIC: BM039591.D\data.ms

16.912

2.5e+07

2e+07

1.5e+07

le+07

5000000 15.113

330 19.624
13.889.166 471 15471 17536
o EREBITIERR 76X YRS PRES624 | ﬁ;4 36614. 715 Oggsjk 615583&6.8@57511527JM 17 3484580 19.9&%%#%
e R e e R e e e [ e

Time--> 12.00 12,50 13.00 13.50 1400 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM039591.D\data.ms

2.5e+07
2e+07
1.5e+07
1le+07

5000000

21.418 2353088
21.130 || %&J\

O#T‘_f\\ T ‘ 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 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 1 p-Xylene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.807 2.78 ng/ul 176718 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 95
2 o-Xylene 106 C8H1e0 000095-47-6 95
3 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 95
4 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 95
5 o-Xylene 106 C8H10 000095-47-6 95
Abundance Scan 471 (5.807 min): BM039591.D\data.ms (-466) (-) m/z 91.00 100.00%
91.0
5000 /k
T T
51.0 ‘ 5.40 5.60 5.80 6.00 6.20
Obrr bl 1853 20890166 06 43.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5724 p-Xylene
91.0
5000 j\~
5.40 5.60 5.80 6.00 6.20
m/z 105.00  18.78%
270 51.0 ‘
0 \H‘\‘H\“‘\\‘h‘\“‘\‘H\‘H‘H‘!\‘MH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5727: 0-Xylene
91.0
5.40 5.60 5.80 6.00 6.20
5000 m/z 76.95 12.74%
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5747: Benzene, 1,3-dimethyl- SRR R RS
91.0 5.40 5.60 5.80 6.00 6.20
m/z 51.00 11.86%
o W/\\/V\j\/\w\“
51.0
ol 272 S
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Cyclopentanone, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.848 14.16 ng/ul 899158 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 95
2 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 93
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 91
5 Cyclohexanone 98 C6H100 000108-94-1 91
Abundance Scan 478 (5.848 min): BM039591.D\data.ms (-474) (-) m/z 55.00 100.00%
55.0
5000 98.0 /\
R REREEREN
‘ 5.60 5.80 6.00 6.20
C
Ot il 1829 1910 2208 40 60 69.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3625: Cyclopentanone, 2-methyl-
42.0
98.0
5000 69.0 RN RN RN R

5.60 5.80 6.00 6.20
m/z 98.00 40.73%

159“\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220

o

Abundance #3637: Cyclopentanone, 2-methyl-
42.0

98.0 5.60 5.80 6.00 6.20
5000 600 | m/z 41.00 31.62%

H‘ L“‘ ullly ‘ \‘ il

R AR L o B RN S

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance :

#3562: Cyclohexanone e AN ERERE R
55.0 5.60 5.80 6.00 6.20

m/z 69.00  26.86%

5000 98.0
27.0 ‘
0 ‘H ‘ ‘ (|l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Benzene, 1,2,3-trimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.454 2.11 ng/ul 133909 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 751 (7.454 min): BM039591.D\data.ms (-747) (-) m/z 105.00 100.00%
105.0
5000
o EAEERT AR
51.0 77‘-0 7.20 7.40 7.60 7.80
Ol oot b M 13229 2069 o106 05 41.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
7.20 7.40 7.60 7.80
m/z 76.95 13.25%
) 77.0
0\]-\5\-‘0\\\\“‘\\‘h‘\“\‘\\\““\\\\‘H‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
 ARRSREEEES
7.20 7.40 7.60 7.80
5000 m/z 119.00 11.59%
77.0
51.0
0 ‘“‘2‘7"9“_H‘;u”““u“”W‘H“:“ “““‘HH‘mwuwmwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200 J\M /\/\/\
Abundance #10694: Mesitylene R ARARE R S e
105.0 7.20 7.40 7.60 7.80
m/z 91.00 10.57%
77.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 4 Benzofuran Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.542 2.28 ng/ul 144888 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 64
2 Benzofuran 118 C8H60 000271-89-6 58
3 Benzofuran 118 C8H60 000271-89-6 58
4 Coumarin 146 C9H602 000091-64-5 50
5 Coumarin 146 C9H602 000091-64-5 40
Abundance Scan 766 (7.542 min): BM039591.D\data.ms (-760) (-) m/z 117.95 100.00%
118.0
89.0
5000
A RARRAR EE s
‘ ‘ ‘ 7.20 7.40 7.60 7.80
([ MM! b b b B0 gz B9.ee 55.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10174: Benzofuran
118.0
5000
90.0 7.20 7.40 7.60 7.80
63.0 m/z 89.95 40.82%
39.0 ‘
O\‘\‘\‘\\H“‘\‘\”\\“M\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10175: Benzofuran
118.0
A e
7.20 7.40 7.60 7.80
5000 m/z 67.00 35.05%
90.0
63.0
39.0 ‘
0t Al e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10172: Benzofuran
118.0 7.20 7.40 7.60 7.80
m/z 82.00 31.95%
5000
90.0
63.0
39.0 ‘ ‘
ottt
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.878 9.90 ng/ul 628743 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 823 (7.878 min): BM039591.D\data.ms (-819) (-) m/z 57.10 100.00%
57.1
5000 JL
R RREREEEE R
‘ ‘981 ‘ 7.60 7.80 8.00 8.20
Obrrrprrrelbedly bbb 2290 2090 2810 n/z 41.e0  37.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 I AL L B
7.60 7.80 8.00 8.20
m/z 43.05 32.58%
‘ ‘ ‘980
O\H‘H‘H“\H ’\H\’1\H‘HH‘HH‘HH‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
R N ARRANERS
7.60 7.80 8.00 8.20
5000 m/z 55.05 25.85%
27.0 98.0
S T T —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15695: 1-Hexanol, 2-ethyl- R AAREEEEN S
57.0 7.60 7.80 8.00 8.20
m/z 56.10  22.06%
5000
27.0 ‘ ‘ ‘930
Om‘““u“‘m S — 2ol
m/z--> 20 40 60 80 100120140160180200220240260280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Mesitylene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.925 9.11 ng/ul 578214 1,4-Dichlorobenzene-d4 7.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 831 (7.925 min): BM039591.D\data.ms (-827) (-) m/z 105.00 100.00%
105.0
5000
Ay
51.0 7.60 7.80 8.00 8.20
) S I Aol 1470 1909  28L0 /5 120.00  38.86%
miz-> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
5000 UL L B R I B B |
7.60 7.80 8.00 8.20
m/z 77.00 14.12%
51.0
O T T T ‘\ “H H\H T ‘H\ \‘ ‘H T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
RRRERNENE S
7.60 7.80 8.00 8.20
5000 m/z 91.00 11.53%
28.0
‘ 65.0 ‘
o‘h“\\‘\\““"H‘\““ e e
miz--> 50 100 150 200 250
Abundance #10715: Benzene, 1,2,3-trimethyl- o RRRRREIE S e
105.0 7.60 7.80 8.00 8.20
m/z 118.95 11.01%
5000 j\[\\
ol o Ak M,ML
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:47:41 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 7 1Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.184 4.60 ng/ul 292245 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Deltacyclene 118 C9H1e 007785-10-6 64
5 Indane 118 C9H10 000496-11-7 60
Abundance Scan 875 (8.184 min): BM039591.D\data.ms (-868) (-) m/z 117.00 100.00%
11y7.0
5000
63.0 1479 7.80 8.00 8.20 8.40 8.60
Ol e g 22002070 28LU m/z 118.e0  52.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10181: Indane
117.0
5000 [T T [T

7.80 8.00 8.20 8.40 8.60
m/z 114.95 32.74%

63.0

\\\2‘3.\(\)“\\“\\"“\‘\\\h‘\\‘\\“‘\\\ “HH‘\H\’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10198: Benzene, cyclopropyl-
117.0

7.80 8.00 8.20 8.40 8.60

o

5000 ITI/Z 91.00 16.04%
0 27.0 650
- HH‘\H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10195: Benzene, cyclopropyl- T e T
117.0 7.80 8.00 8.20 8.40 8.60

m/z 63.00 8.09%

5000

51.0
0 | |y 870 ||
rer e B e el e e A A n A

m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:47:42 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 8 Indene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.348 5.57 ng/ul 353722 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 95
3 Indene 116 C9H8 000095-13-6 94
4 Indene 116 C9H8 000095-13-6 94
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 91
Abundance Scan 903 (8.348 min): BM039591.D\data.ms (-898) (-) m/z 115.00 100.00%
115.0
5000
R RN R
67 0 ( 8.00 8.20 8.40 8.60
ob ekt o, 1520 2089 280 17116 60 04.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9541: Indene
116.0
5000

8.00 8.20 8.40 8.60
m/z 62.95  15.20%
LA

63.0
270 I u\‘
’HH‘HH‘HH‘HH‘\H ‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260 280
Abundance #9545: 1-Propyne, 3-phenyl-
115.0

LN LA L B B B

8.00 8.20 8.40 8.60

o

5000 ITI/Z 88.95 13.71%
63.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9543: Indene
116.0 8.00 8.20 8.40 8.60

m/z 117.00 9.85%

5000

63.0
27\'0 HH‘ \‘
0 ,uu‘uu‘uu‘uu‘m [ T T T

m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:47:43 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 9 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.454 2.74 ng/ul 174291 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 o-Cymene 134 C10H14 000527-84-4 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
Abundance Scan 921 (8.454 min): BM039591.D\data.ms (-914) (-) m/z 119.05 100.00%
119.1
5000
9.0 77.0 8.20 8.40 8.60 8.80
0o bttt M 2980 2BLUL o 134 05 36.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16997: 0-Cymene
119.0
5000
8.20 8.40 8.60 8.80
m/z 104.95 35.78%
41.0 77.0
0 \H‘\‘\\\“‘\\‘\\”"\‘\H‘”‘\H‘\‘W\\NH\‘\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16998: o-Cymene
119.0
ST e e
8.20 8.40 8.60 8.80
5000 m/z 91.00 21.98%
410 77.0 |
Olrrr ettt M e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- R
119.0 8.20 8.40 8.60 8.80
m/z 77.00 11.40%
5000
41.0 ‘77‘.0 |
O e e e e e R R R AT
m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:47:44 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 10 Benzonitrile, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.672 2.46 ng/ul 156382 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 97
2 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 95
3 Benzene, 1-isocyano-2-methyl- 117 C8H7N 010468-64-1 94
4 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 94
5 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 94
Abundance Scan 958 (8.672 min): BM039591.D\data.ms (-953) (-) m/z 117.00 100.00%
11v.0
5000 i
63.0
‘ 208.9 266.6 8.40 8.60 8.80 9.00
Okt 2089 2666 o195 95 63.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9749: Benzonitrile, 2-methyl-
11v.0
5000 LU L L R BB B
8.40 8.60 8.80 9.00
m/z 90.00  53.56%
O \\\‘\\H“‘H“H"h\\\‘H“H‘H\ ‘\H\‘HH’HH‘HH‘HH‘\H\’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9762: Benzonitrile, 3-methyl-
117.0
N S Y as
8.40 8.60 8.80 9.00
5000 m/z 89.00 32.84%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9764: Benzene, 1-isocyano-2-methyl- “W‘,“‘H““H‘,“‘
117.0 8.40 8.60 8.80 9.00
m/z 62.95 19.07%
5000
63.0
0“WH‘WHWWWHMH‘WH‘“Hw‘HW‘H‘_H‘_H‘_H‘M‘HM‘H_‘ H“‘H“‘H“‘J¥4¥ﬁﬁ
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:47:45 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 11 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.919 3.02 ng/ul 191630 1,4-Dichlorobenzene-d4 7.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 64
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 64
Abundance Scan 1000 (8.919 min): BM039591.D\data.ms (-990) (-) m/z 118.95 100.00%
119.0
5000
43.0
77.0 8.60 8.80 9.00 9.20
0! - 2209 2669 - n/7 117.00  41.23%
miz--> 50 100 150 200 250
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 T T T[T T Trr T[T
8.60 8.80 9.00 9.20
m/z 134.05 29.39%
200 77.0‘
Ot ‘\‘. i“\“‘\‘”\ a8 “h“\m T L L B B B By B B B
miz--> 50 100 150 200 250
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 90.95 29.34%
0.0 77.0‘ ‘
oL, ‘MN(WJWLMw‘MﬂH““‘ RN
m/iz--> 50 100 150 200 250
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- e AAEREEa T
119.0 8.60 8.80 9.00 9.20
m/z 43.00 23.74%
5000
39.0 77.0‘ ‘
ol g L
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:47:45 2023

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Hexanoic acid, 2-ethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.148 2.37 ng/ul 150413 1,4-Dichlorobenzene-d4 7.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59
5 Undecanoic acid, 2-methyl-, meth... 214 C13H2602 055955-69-6 50
Abundance Scan 1039 (9.148 min): BM039591.D\data.ms (-1033) (-) m/z 73.00 100.00%
5000
41.0
1329 L L B I IR
‘ ‘ q ‘ 8.80 9.00 9.20 9.40
0 W‘Wm " b e ‘M\ m“\“w“\w\,m\,m“\%\2%]9\‘””‘\%8,171( m/z 87.95  78.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 L NN B R I
41.0 8.80 9.00 9.20 9.40
116.0 m/z 57.05 34.70%
0 f ‘H“H\‘!‘H\lﬁﬁlw(\)’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
ST e
8.80 9.00 9.20 9.40
m/z 41.00 34.46%
5000 57.0
27.0
7 S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24098: Hexanoic acid, 2-ethyl- T
73.0 8.80 9.00 9.20 9.40
m/z 87.00 22.58%
5000{ 410
H ‘ ‘ ‘ 116.0
0 m‘u‘u“‘;‘ul,u‘ \‘\\u“u\‘1‘u\\‘\u\,\u\,\\u‘\m‘\m‘\m‘\m,u
m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:47:46 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 13 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
9.501 2.13 ng/ul 196207 Naphthalene-d8 10.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 1099 (9.501 min): BM039591.D\data.ms (-1094) (-) m/z 119.00 100.00%
119.0
5000
39.0 77.0 9.50
ob W b L ML 1909 2669 y; 134,00 41.09%
miz--> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 (\ ]L = 4
9.50
m/z 91.00 17.24%
39.0 77.0
Ol ‘\‘ i‘”\h“\“‘\ r ‘M\M! \“\ B B e B I s
miz--> 50 100 150 200 250
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T
9.50
5000 m/z 120.10 10.39%
41.0 710‘
m/iz--> 50 100 150 200 250 /\ /\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- A e 'M‘ fy )‘
119.0 9.50
m/z 116.95 9.36%
5000
39.0 77.0
miz--> 50 100 150 200 250 9.50

SFAM-EPA-BM@41823.MA.M Mon Apr 24 10:47:47 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Benzene, (1-methyl-1-propen... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.019 3.54 ng/ul 327053 Naphthalene-d8 10.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 55
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 55
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 55
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 50
Abundance Scan 1187 (10.019 min): BM039591.D\data.ms (-1180) (- | m/z 116.95 100.00%
11y.0
5000
91.0
51.0 ‘ 449 10.00
bt i g W8S 2090 p s 119,00 93.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11v.0
5000 w ‘ ‘
10.00
9L.0 m/z 115.08  35.91%
700, |
O\H‘\‘H\‘\\w‘\‘uH\“\H\“W\\‘\‘\‘w\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
R \
10.00
5000 m/z 134.05 34.52%
91.0
390 50 ‘ “
0\\\_M\\_\MWM\\m\Hm‘M\AM\MH‘\H\‘H\\‘H\\_\\
m/z--> 20 40 60 80 100 120 140 160 180 200 k
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- == /XT“T
117.0 10.00
m/z 132.00 32.91%
5000
0 91.0
51.
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.248 3.30 ng/ul 304378 Naphthalene-d8 10.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro- 134 C9H10e0 006351-10-6 81
2 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 64
3 1-methyl-1-indanol 148 C10H120 064666-42-8 49
4 Phenol, 4-(2-propenyl)- 134 C9H1e0 000501-92-8 46
5 Benzaldehyde, 3,4-dimethyl- 134 CS9H1e0 005973-71-7 46

Abundance Scan 1396 (11.248 min): BM039591.D\data.ms (-1391) (- | m/z 133.00 100.00%

138.0
5000
91.0

51.0 ‘ ‘ ‘M ( 11.00 11.50
\\ud w 192.9 2804 ;/z 134.00 50.12%

| \‘\ Il |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17581: 1H-Inden-1-ol, 2,3-dihydro-
133.0

SN 11 R A RN UM, L
5000 Sas e
11.00 11.50

m/z 115.00  27.35%

51.0 ‘
\\\‘\H\‘\\“\‘\"\‘\H“‘\\‘H“\‘\\”‘\H\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17582: 1H-Inden-1-ol, 2,3-dihydro-
138.0

o

o

11.00 11.50
5000 m/z 91.00 26.52%
91.0
0ﬁﬁguhﬂbWuwwmwukuﬂ_HWHH_HWHH_HWHH“HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26191: 1-methyl-1-indanol —— —
133.0 11.00 11.50

m/z 77.00 @ 24.22%

5000
770
H ‘\H u\‘ \ \“ \‘H

O rrrprrrrprateteel e e e e e — —
miz--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.030 7.95 ng/ul 733501 Naphthalene-d8 10.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 98
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 95
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
4 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 72
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 64
Abundance Scan 1529 (12.030 min): BM039591.D\data.ms (-1521) (- | m/z 104.00 100.00%
104.0 132.0
5000 78.0
51.0
T 7 \
12.00
o il 1600 1909 221C o135 06 99.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000 — :
78.0 12.00
51.0 m/z 103.00 57.67%
O\\\‘2\7‘\.9\“’\\“‘\\“‘\\\“\1‘\\“‘\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0 — 5 :
12.00
5000 78.0 m/z 78.00  43.28%
51.0
27.0
o! ‘_m““uw‘wH_m,www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro- =
104.0 132.0 12.00
m/z 77.00 33.73%
5000
51.0 78.0
27.0 M
) SN AN R A W N | — i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.030 5.02 ng/ul 536773  Acenaphthene-d10 14.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
2 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 99
3 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
4 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 99
5 Phenol, 2,3,4,5-tetrachloro- 230 C6H2C140 004901-51-3 99

Abundance Scan 2039 (15.030 min): BM039591.D\data.ms (-2034) (- | m/z 231.80 100.00%
231.8

5000

S

—
15.00
m/z 229.80 80.21%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111913: Phenol, 2,3,4,6-tetrachloro-

232.0

S

5000 1T
15.00
m/z 233.75 49.01%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111914: Phenol, 2,3,5,6-tetrachloro-

232.0

S

—
15.00
m/z 130.90  42.20%

5000

131.0 166.0 194.0

65.0 96.0

36.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111918: Phenol, 2,3,4,6-tetrachloro-

%

—
232.0 15.00
m/z 165.90  25.77%

5000

P

-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.836 4.59 ng/ul 490548  Acenaphthene-d10 14.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Azobenzene 182 C12H1ON2 000103-33-3 72
Abundance Scan 2176 (15.836 min): BM039591.D\data.ms (-2171) (- | m/z 105.00 100.00%
105.0
5000 181.9
51.0
— ——
15.50 16.00
152.0
Okl e b e 2380 2689 sz 77,00 71.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
5000 — =
182.0 15.50 16.00
510 m/z 181.95  46.38%
0\1\\8’.9\\‘H‘i\‘H\Hl"\\H‘\‘H\’\\\\%\5\%"0\\\\"‘\\H‘HH’HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
— ——
182.0 15.50 16.00
5000 m/z 51.00 27 .64%
51.0
‘ [l l 15\2'0 I
Ot b b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone T 7
105.0 15.50 16.00
m/z 50.00 8.80%
182.0
5000
51.0
‘ ‘ ‘ 152.0 ‘
O ey e e e .
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 19 2(3H)-Benzothiazolone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.201 6.10 ng/ul 693189  Phenanthrene-di10 17.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 90
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 46
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 25
4 6-Methyl-7-ox0-4,7-dihydro-triaz... 151 CS5H5N50 057250-39-2 16
5 Thieno[3,2-c]pyridin-4(5H)-one 151 C7H5NOS 027685-92-3 16

Abundance Scan 2238 (16.201 min): BM039591.D\data.ms (-2231) (- m/z 151.00 100.00%

151.0
96.0
57.0
5000

I h )] 8832160 2s0. Ces00 7
il N \“MM‘H\‘M‘\M\\‘H\H\“ sl Tl m/z 96.00 71.06%

m/z--> 50 100 150 200 250
Abundance #28644: 2(3H)-Benzothiazolone
151.0

5000 96.0 T T
16.00 16.50

m/z 123.00 58.67%

61.0
0 2\7\0“\ ‘ i” \M‘ “ by H“ T \M‘ T ‘h L B s s B
m/z--> 50 100 150 200 250
Abundance #28647: 2(3H)-Benzothiazolone
151.0

o

96.0 16.00 16.50
5000 m/z 57.85 57.03%
45.0
oo gl b b b
Miz--> 50 100 150 200 250
Abundance #28653: 1,2-Benzisothiazol-3(2H)-one T T
151.0 16.00 16.50
m/z 71.05 47 .44%
5000 96.0
50.0
0 : n‘\}h il h Hh‘d ;u‘\\‘ ‘\‘ — ‘h : — — T e
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\

Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 20 n-Hexadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.130 6.40 ng/ul 727204  Phenanthrene-di10 17.230
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 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2566 (18.130 min): BM039591.D\data.ms (-2561) (- | m/z 72.95 100.00%
73.0
5000
129.0
213.1 = —=
171.1 ‘ 256.1 18.00 18.50
0 L debLy LT 3409 59 05 82.94%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 ]
18.00 18.50
171.0 213.0 256.0 m/z 43.00 79.74%
0 LI “ ‘\“h““;‘““\w \““\ \‘\‘\“ \“1‘\\“‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
—— —
18.00 18.50
5000 m/z 57.10 64.99%
129.0
3.0 213.0
‘ 171.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid : | T
43.0 18.00 18.50
m/z 41.00 63.74%
5000 256.0
129.0
3.0 213.0
‘ ‘ 171.0
ol bl AT L I ——
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Butyl citrate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.295 3.02 ng/ul 343330  Phenanthrene-d10 17.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 87
2 Tributyl acetylcitrate 402 C20H3408 000077-90-7 83
3 Tributyl acetylcitrate 402 C20H3408 000077-90-7 78
4 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 72
5 Adipic acid, isobutyl 2-pentyl e... 272 C15H2804 1000324-15-6 64
Abundance Scan 2764 (19.295 min): BM039591.D\data.ms (-2761) ({ m/z 185.00 100.00%
129.0 185.0
57.0
5000
L
25?-1 19.00 19. 50
o S O S - = B S P Y 01%
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000 ‘ \]L
19.00 19 50
41.0 2590 m/z 57.00 %
O\\‘\‘\“"“\\\\‘\\}‘\““\\\\‘\\\\“1\\\‘\\\\:3‘6\1.\'
miz--> 100 150 200 250 300 350
Abundance #303462: Tributyl acetylcitrate
185.0
19 00 19 50
43.0 129.0 259.0
5000 m/z 41.00 %
‘ ‘ ‘ 329.0
ot b S L T
m/z--> 50 100 150 200 250 300 350
Abundance #303464: Tributyl acetylcitrate
185.0 19 00 19 50
m/z 259.05 3.67%
43.0 129.0
5000 259.0
i 3200
om‘,“”m‘“ AR W D NSNS Y
m/z--> 50 100 150 200 250 300 350 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 22 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.406 2.74 ng/ul 316108 Chrysene-d12 21.418
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2783 (19.406 min): BM039591.D\data.ms (-2780) (- | m/z 73.00 100.00%

73.0
5000 129.0
185.1 5411 ——
| | 3550 428 1950
o AR by L L 3950 4280 43 00 97.15%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 _—
19.50
‘ 185.0 284.0 m/z 60.00 84.43%
0 J‘ “WJ w“ﬂ‘h\ M\ i \‘ ! ‘ ‘ | 3*0 L

miz—> 0 50 100 150 200 250 300 350 400

%

Abundance #179093: Octadecanoic acid
73.0
129.0 19.50
5000 28.0 284.0 m/z 57.05  78.91%
185.0
0 ‘u‘\‘ "\ ‘\ L “H“ L] e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179090: Octadecanoic acid T
43.0 19.50
m/z 55.00 70.96%
5000
129 0
1850 284.0
AT T M A -
m/z--> 0 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 23 Adipic acid, isobutyl 2-oct... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.542 4.90 ng/ul 565079  Chrysene-d12 21.418
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 81
2 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 78
3 Adipic acid, isobutyl pent-4-en-... 270 C15H2604 1000354-11-8 72
4 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 64
5 Butyl citrate 360 C18H3207 000077-94-1 64
Abundance Scan 2806 (19.542 min): BM039591.D\data.ms (-2802) (- | m/z 185.00 100.00%
128.9 185.0
5000
57.1 \
259.1 19.50 ‘
YN L b b 8410 4011108 95 81.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #269580: Butyl citrate
185.0
129.0
5000 L L :
19.50
41.0 2590 m/z 57.10 31.26%
87.0
0 \“\ ‘\“““‘\ r \“\ "‘\“\ ‘\"“\ L L B B L LI \3‘6\1\0\ -
m/z--> 50 100 150 200 250 300 350 400
Abundance #217146: Adipic acid, isobutyl 2-octyl ester
129.0
RN T
19.50
m/z 41.00 25.34%
5000 185.0
57.0
ot il b 20
m/z--> 50 100 150 200 250 300 350 400
Abundance  #160701: Adipic acid, isobutyl pent-4-en-2-yl ester —— ‘
129.0 19.50
m/z 111.00 14.23%
69.0
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 24 1-Heneicosyl formate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.130 2.99 ng/ul 345525  Chrysene-d12 21.418
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3076 (21.130 min): BM039591.D\data.ms (-3073) (- | m/z 57.00 100.00%

57.0
5000 111.1

207.0 ‘
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Abundance #248981: 1-Heneicosyl formate
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Abundance #292190: Trichloroacetic acid, hexadecyl ester
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42223\
Data File : BM@39591.D

Acqg On : 23 Apr 2023 00:43
Operator : CG/JU

Sample : 02462-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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|
p-Xylene 5.807 2.8 ng/ul 176718 1  7.819 1269970 20.0
Cyclopentanone,... 5.848 14.2 ng/ul 899158 1 7.819 1269970 20.0
Benzene, 1,2,3-... 7.454 2.1 ng/ul 133909 1 7.819 1269970 20.0
Benzofuran 7.542 2.3 ng/ul 144888 1 7.819 1269970 20.0
1-Hexanol, 2-et... 7.878 9.9 ng/ul 628743 1 7.819 1269970 20.0
Mesitylene 7.925 9.1 ng/ul 578214 1 7.819 1269970 20.0
Indane 8.184 4.6 ng/ul 292245 1 7.819 1269970 20.0
Indene 8.348 5.6 ng/ul 353722 1 7.819 1269970 20.0
o-Cymene 8.454 2.7 ng/ul 174291 1 7.819 1269970 20.0
Benzonitrile, 2... 8.672 2.5 ng/ul 156382 1 7.819 1269970 20.0
Benzene, 4-ethy... 8.919 3.0 ng/ul 191630 1 7.819 1269970 20.0
Hexanoic acid, 9.148 2.4 ng/ul 150413 1 7.819 1269970 20.0
Benzene, 1,2,4,... 9.501 2.1 ng/ul 196207 2 10.625 1846080 20.0
Benzene, (1-met... 10.019 3.5 ng/ul 327053 2 10.625 1846080 20.0
1H-Inden-1-01, ... 11.248 3.3 ng/ul 304378 2 10.625 1846080 20.0
1H-Inden-1-one,... 12.030 8.0 ng/ul 733501 2 10.625 1846080 20.0
Phenol, 2,3,5,6... 15.030 5.0 ng/ul 536773 3 14.472 2136880 20.0
Benzophenone 15.836 4.6 ng/ul 490548 3 14.472 2136880 20.0
2(3H)-Benzothia... 16.201 6.1 ng/ul 693189 4 17.230 2274180 20.0
n-Hexadecanoic ... 18.130 6.4 ng/ul 727204 4 17.230 2274180 20.0
Butyl citrate 19.295 3.0 ng/ul 343330 4 17.230 2274180 20.0
Octadecanoic acid 19.406 2.7 ng/ul 316108 5 21.418 2307990 20.0
Adipic acid, is... 19.542 4.9 ng/ul 565079 5 21.418 2307990 20.0
1-Heneicosyl fo... 21.130 3.0 ng/ul 345525 5 21.418 2307990 20.0
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