LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acqg On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc :

ALS Vvial : 15 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-BM110122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@37352.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.310 35 38 52 rVB 94615 151633 ©.13% 0.059%
2 4.175 176 185 194 rBV 100526 174469 0.15% 0.068%
3 7.028 663 670 679 rBV 417294 702138 ©.60% 0.273%
4 7.192 691 698 706 rBV 1482498 2304850 1.97% 0.897%
5 7.381 724 730 740 rBV 1433049 2249100 1.92% 0.875%
6 7.704 780 785 793 rVB 77397 137437 0.12% 0.053%
7 7.851 803 810 825 rBV 1331141 2206304 1.88% ©0.859%
8 8.486 908 918 926 rBV3 96093 295862 ©.25% 0.115%
9 8.569 926 932 937 rVV 1250818 2087894 1.78% 0.813%
10 8.616 937 940 948 rVWW 242616 409153 ©0.35% 0.159%
11 8.781 960 968 982 rVB4 93031 295415 ©0.25% 0.115%
12 9.022 1002 1009 1014 rBV 1803493 2925682 2.50% 1.139%
13 9.069 1014 1017 1031 rVB3 186704 479430 0.41% 0.187%
14  9.281 1039 1053 1065 rBV2 222093 674759 ©.58% 0.263%
15 9.410 1069 1075 1083 rVB2 149005 268447 ©0.23% 0.104%
16 9.739 1125 1131 1139 rBV 1415844 2241781 1.91% 0.873%
17 9.833 1142 1147 1150 rBV2 96273 156997 ©.13% 0.061%
18 9.951 1162 1167 1175 rVB3 106432 234729 0.20% 0.091%
19 10.145 1195 1200 1207 rVV3 125323 317899 0.27% 0.124%
20 10.198 12067 1209 1216 rVV4 104713 182380 0.16% 0.071%
21 10.275 1216 1222 1236 rVB 2109251 3728026 18% 1.451%
22 10.451 1246 1252 1256 rBv4 76262 148432 13% 0.058%
23 10.498 1256 1260 1266 rVV 154520 294275 .115%

24 10.580 1266 1274 1281 rVV 13006981 20813345
25 10.651 1281 1286 1300 rVB 2008107 3400700

7.76%  8.101%
.90%  1.324%

NP OO W
N
9]
R
[

26 10.822 1307 1315 1321 rBv4 119139 310891 0.27% 0.121%
27 10.945 1331 1336 1341 rVV3 148729 301236 0.26% ©.117%
28 11.010 1341 1347 1358 rVB 1820940 3177400 2.71%  1.237%
29 11.169 1367 1374 1383 rBV 292622 530849 0.45% 0.207%
30 11.310 1392 1398 1401 rBV3 102683 212192 ©.18% ©0.083%
31 11.363 1403 1407 1413 rVB2 216685 425333 0.36% 0.166%
32 11.469 1414 1425 1427 rBV7 235864 697981 0.60% 0.272%
33 11.504 1427 1431 1438 rVV5 392737 898178 ©.77% 0.350%
34 11.569 1438 1442 1447 rVB 301296 462651 0.39% ©0.180%
35 11.674 1455 1460 1466 rVB2 829600 1308877 1.12% ©.509%
36 11.739 1466 1471 1476 rVB2 323733 574145 0.49% ©0.223%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acqg On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc :

ALS Vvial : 15 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-BM110122.M
Title : SVOA CALIBRATION

37 11.786 1476 1479 1483 rVB 112443 137697 0.12% ©.054%
38 11.833 1483 1487 1494 rVB3 203289 309928 0.26% ©.121%
39 11.922 1496 1502 1503 rBV4 154519 220805 ©.19% 0.086%
40 12.039 1509 1522 1527 rBV2 37825741 117159723 100.00% 45.601%

41 12.227 1548 1554 1564 rVB6 210246 535215 ©.46% 0.208%
42 12.374 1574 1579 1589 rBV9 57932 148736 ©.13% 0.058%
43 12.651 1623 1626 1640 rVB4 99800 202672 ©.17% 0.079%
44 13.080 1696 1699 1709 rVB7 93864 186212 0.16% ©.072%
45 13.333 1736 1742 1748 rBV 1429613 2003093 1.71% ©.780%
46 13.739 1807 1811 1817 rVV 272337 411653 0.35% 0.160%
47 13.804 1817 1822 1827 rVB3 181505 290465 0.25% ©.113%
48 13.910 1833 1840 1845 rBV 4514698 6103044 5.21% 2.375%
49 14.180 1880 1886 1893 rVB 5233880 7608193 6.49% 2.961%
50 14.251 1893 1898 1903 rBV 302490 397103 0.34% ©.155%
51 14.304 1903 1907 1920 rVB3 106240 288600 0.25% ©.112%
52 14.415 1921 1926 1931 rBV3 164107 225351 ©.19% ©0.088%
53 14.486 1932 1938 1946 rBV 3248750 4753890 4.06% 1.850%
54 14.557 1946 1950 1961 rBV 106066 216479 0.18% ©.084%
55 14.715 1972 1977 1990 rVB3 667747 1159359 0.99% 0.451%
56 15.057 2031 2035 2041 rBV2 145536 324265 ©.28% 0.126%
57 15.351 2081 2085 2089 rVB 253991 348895 0.30% 0.136%
58 15.480 2101 2107 2113 rVB 6990577 9508161 8.12% 3.701%
59 15.604 2122 2128 2133 rBV 2258401 3128403 2.67% 1.218%
60 15.651 2133 2136 2143 rVB 176752 285288 0.24% 0.111%
61 17.227 2398 2404 2414 rVB 3774458 5106583 4.36% 1.988%
62 17.327 2415 2421 2430 rVB 7613431 10273960 8.77%  3.999%
63 17.709 2483 2486 2492 rBV 134036 212828 0.18% ©.083%
64 18.121 2552 2556 2563 rBV 362386 485116 0.41% ©.189%
65 19.392 2769 2772 2788 rVB3 258838 489369 0.42% ©.190%
66 19.615 2805 2810 2815 rBV 8276805 10723825 9.15% 4.174%
67 19.668 2815 2819 2834 rVB 691160 996531 ©.85% ©.388%
68 21.115 3062 3065 3074 rVB2 283010 350462 0.30% ©0.136%
69 21.397 3108 3113 3121 rBV 3629408 4482534  3.83% 1.745%
70 23.597 3480 3487 3498 rVB2 4313805 8149488 6.96% 3.172%

71 23.744 3506 3512 3526 rVB2 2097788 3919457 3.35% 1.526%

Sum of corrected areas: 256924253
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM037352.D\data.ms

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

10.580

le+07

5000000

92%81 9.022 .
3.310 4.175 7.0% 70%51 8D/08928410 R B4 YA
0\F\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘T\‘F\j_v‘“ﬁ\ ‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\i‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 8 50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM037352.D\data.ms
12.039

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07

1e+07 19.615
15.480 17.327

180
5000000 13946480 17.227
o [92R22312 65113, 080163894 134080 155 035, 335/65.1 A 17.70918121  19.398/668

Time--> 12.00 1250 13.00 13.50 1400 1450 1500 1550 1600 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM037352.D\data.ms

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
le+07

23.597
21.397
5000000 ﬁ3'744

21.115
0 ﬁ\’\,\ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :

Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vvial : 15 Sample Multiplier:

Quant Method :
Quant Title : SVOA CALIBRATION

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

1

L
[

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M

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 1 2-Ethyl-4-methylpentanoic acid Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
8.486 2.68 ng/ul 295862  1,4-Dichlorobenzene-d4 7.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 64
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50
3 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H1802 014251-44-6 47
4 Cyclohexaneacetic acid, .alpha.-... 170 C10H1802 006051-00-9 43
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38
Abundance Scan 918 (8.486 min): BM037352.D\data.ms (-908) (-) m/z 73.00 100.00%
73.0
R AAARAE AR R
‘ H H)Q.O 68 1909 .y 8.20 8.40 8.60 8.80
ol Ay Ll 10 1468 19092201 2814 0 87 o5 63.26%
miz--> 50 100 150 200 250
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
5000 41.0 L B B B B R
8.20 8.40 8.60 8.80
m/z 57.05 50.19%
H ‘ ‘116.0
0 \H\ H‘“““{‘H“\“\ “\“\ L s e B B B B B B B B
miz—-> 50 100 150 200 250
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0
R RAREEEREE S
8.20 8.40 8.60 8.80
5000 41.0 m/z 41.10 49.47%
H ‘ ‘ 116.0
ol i e
m/z--> 50 100 150 200 250
Abundance #35505: Hexanoic acid, 2,4-dimethyl-, methyl ester, (2DL A RRAA RS RRRRN RS
57.0 88.0 8.20 8.40 8.60 8.80
m/z 55.10 39.54%
5000
27.0‘ 0l ‘ 129.0
o ' N s —— A A
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 2 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.781 2.68 ng/ul 295415 1,4-Dichlorobenzene-d4 7.851

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 3,5,5-trimethyl- 144 C9H200 003452-97-9 43
2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 35
3 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 32
4 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 32
5 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15C1F202 1000376-26-4 27

Abundance Scan 968 (8.781 min): BM037352.D\data.ms (-960) (-) m/z 57.05 100.00%

57.0
lll.o \‘\\\\‘\\\\’\\\\‘\\\\‘\\
9211 8.40 8.60 8.80 9.00 9.20
ob— hpli e 22 35 myz a1.05 54.14%
m/z--> 50 100 150 200 250 300 350
Abundance #24444: 1-Hexanol, 3,5,5-trimethyl-
57.0
5000 L L L L R
8.40 8.60 8.80 9.00 9.20
m/z 83.00 36.57%
111.0
O]-\S\-q‘\““\\“\M\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester
57.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 69.05 27.59%
olsolyjmso
m/z--> 50 100 150 200 250 300 350
Abundance #217131: Oxalic acid, dodecyl isobutyl ester R AR Eaat R
57.0 8.40 8.60 8.80 9.00 9.20
m/z 55.10 25.74%
h M
7.0 213.0
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.281 3.97 ng/ul 674759 Naphthalene-d8 10.651

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentanoic acid, 4,4-dimethyl-3-o0... 172 C9H1603 017094-34-7 38
2 Hydrazine, 1,1-diethyl- 88 C4H12N2 000616-40-0 27
3 2,2-Dimethylpropionic acid, 4-me... 186 C11H2202 150588-62-8 27
4 2-Oxepanone, 7-hexyl- 198 C12H2202 016429-21-3 25
5 Hydrazine, 1-methyl-1-(1-methyle... 88 C4H12N2 033668-54-1 25
Abundance Scan 1053 (9.281 min): BM037352.D\data.ms (-1039) (-) m/z 73.00 100.00%
73.0
e A mREREN SRS
115.0 207.0 9.00 9.20 9.40 9.60
0l.38 e 2900 2830 395 nyz 41.e0  76.03%
m/z--> 50 100 150 200 250 300 350
Abundance #48107: Pentanoic acid, 4,4-dimethyl-3-oxo-, ethyl ester
57.0
5000 LI L B B R
9.00 9.20 9.40 9.60
115.0 m/z 57.10 51.12%
L e
O \\\‘\H\‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #2218: Hydrazine, 1,1-diethyl-
73.0
 ERARmmEESIE e
9.00 9.20 9.40 9.60
5000 m/z 85.05 50.33%
P8.0
Y 0 R
m/z--> 50 100 150 200 250 300 350
Abundance #60860: 2,2-Dimethylpropionic acid, 4-methylpentyl ester T /‘\H—‘/H\m T
57.0 9.00 9.20 9.40 9.60
m/z 69.05 46.53%
5000
o \‘ |, [10301430
A R S ARRN REEENREL
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 4 Phenol, 2-(1-methylethyl)- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
10.580 122.41 ng/ul 20813300  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 95
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 95
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 94
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 87
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 87

Abundance Scan 1274 (10.580 min): BM037352.D\data.ms (-1266) ( | m/z 121.05 100.00%
121.1
5000
77.0 U A‘
39.0 ‘ ‘ ‘ ' 10.50
ol bt bl U810 207.0  28L.n/; 136.05  34.13%
miz--> 50 100 150 250
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0
5000 —L A
10.50
77.0 m/z 103.05 23.64%
= 1
O\\‘\‘\“‘\“\‘\\‘V‘\‘\\‘\ T T T T T
miz--> 50 100 150 250
Abundance #18904: Phenol, 2-(1-methylethyl)-
121.0
T 1
10.50
5000 m/z 77.00 20.91%
77.0
90 70
o] MEREPNR M T M 1 O A —
m/z--> 50 100 150 250
Abundance #18900: Phenol, 2-(1-methylethyl)- — A‘
121.0 10.50
m/z 91.05 20.42%
5000
77.0
SO
miz--> 50 100 150 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 p-Cumenol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.010 18.69 ng/ul 3177400  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cumenol 136 C9H120 000099-89-8 96
2 p-Cumenol 136 C9H120 000099-89-8 95
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 94
4 p-Cumenol 136 C9H120 000099-89-8 91
5 p-Cumenol 136 C9H120 000099-89-8 91
Abundance Scan 1347 (11.010 min): BM037352.D\data.ms (-1341) (- z 121.05 100.00%
121.1
5000
T
39.0 ‘ “ ‘ 1100
ol bl g L 207.0 2821 325.0 z 136.00  27.68%
m/z--> 50 100 150 200 250 300 350
Abundance #18802: p-Cumeno
121.0
5000
1100
77.0 m/z 77.00  20.00%
39.0 ‘ ‘
O\\‘\‘\“h‘\“‘\h\\“‘“\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #18801: p-Cumeno
121.0
T T
11.00
5000 m/z 91.00 19.88%
77.0
39.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #18901: Phenol, 3-(1-methylethyl)- — ‘
121.0 11.00
m/z 103.00 14.61%
5000
77.0
39.0 ‘ ‘
o by
m/z--> 50 100 150 200 250 300 350 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 unknown-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.169 3.12 ng/ul 530849  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Propylhexanoic acid 158 C9H1802 025110-61-6 38
2 5-Methyl-2-hexanol, 2-methylprop... 186 C11H2202 1000447-34-4 27
3 .beta.-1-Arabinopyranoside, methyl 164 C6H1205 001825-00-9 22
4 Oxirane, 2,2'-[1,4-butanediylbis... 202 C10H1804 002425-79-8 22
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 22

Abundance Scan 1374 (11.169 min): BM037352.D\data.ms (-1367) (- | m/z 57.10 100.00%

57.1
5000
115.1
50

—
| 11.00 11.50
0 135301911 2830 855 sz 71.10 72.35%

Ay
miz--> 100 150 200 250 300 350
Abundance #35315: 3-Propylhexanoic acid
57.0
5000 L e
98.0 11.00 11.50
m/z 41.00 69.907
OLS “\H \H\ ““ T ‘\1‘\4\1.‘0\ L L L B L Y B
m/z--> 50 100 150 200 250 300 350
Abundance #60824: 5-Methyl-2-hexanol, 2-methylpropionate
57.0

—
11.00 11.50

5000 m/z 69.10 68.01%
115.0
olﬁﬂ‘wﬁ‘ww\&‘V“‘¥74P“““,“ SR
m/z--> 50 100 150 200 250 300 350
Abundance #39977: .beta.-I-Arabinopyranoside, methyl —— ——
60.0 11.00 11.50

m/z 60.00 65.86%

- xJ\A/\jkﬁfgd/]M\J
ol Ll 1330

R —
m/z--> 50 100 150 200 250 300 350 11.00 11.50

SFAM-EPA-BM110122.M Fri Nov 04 16:00:37 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 7 unknown-04 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.363 2.50 ng/ul 425333  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropanecarboxamide, N-metha... 139 C8H13NO 1000340-05-6 38
2 7-Tetradecanol 214 C14H300 003981-79-1 27
3 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 14
4 Sulfurous acid, octadecyl 2-pent... 404 C23H4803S 1000309-16-6 14
5 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 14
Abundance Scan 1407 (11.363 min): BM037352.D\data.ms (-1403) (1 m/z 71.10 100.00%
71.1
41,0
5000
125.0 — —
H | ‘ 1571 2069  267.0 1100 1150
0 AL Il me eSS m/z 55.00  78.72%
miz--> 50 100 150 200 250
Abundance #20559: Cyclopropanecarboxamide, N-methallyl-
71.0
5000 1£Od ide
41.0 : :
m/z 43.10 77.43%
139.0
O\\H}‘1”“”\“!‘\”\‘”‘i\‘\‘\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250
Abundance #92351: 7-Tetradecano
69.0
— ——
11.00 11.50
5000 m/z 69.10 77 .41%
29.0 111.0
196.0
oL ‘H‘H H“‘m‘ Lt ;“‘\“1‘49-9‘ T
miz--> 50 100 150 200 250
Abundance #7240: 2(5H)-Furanone, 5,5-dimethyl- — —
97.0 11.00 11.50
m/z 74.00 76.23%
"l //\w/\m
owﬂu‘:“;‘“‘““: At — ——
m/z--> 50 100 150 200 250 11.00 11.50

SFAM-EPA-BM110122.M Fri Nov 04 16:00:38 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 8 unknown-05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.469 4.10 ng/ul 697981  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanethiol, 2-methyl-, cis- 116 C6H12S 001638-94-4 35
2 3-Methyl-2-butenoic acid, octade... 352 C23H4402 202659-50-5 22
3 Heptanoic acid 130 C7H1402 000111-14-8 18
4 2-Butenoic acid, 3-amino-, 1,1-d... 157 C8H15NO2 014205-43-7 14
5 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 14

Abundance Scan 1425 (11.469 min): BM037352.D\data.ms (-1414) (- m/z 55.10 100.00%

54.1
101.1
5000
143.0
—
‘ ‘ 207.0 281.9 1150
e “MH Bl 2070 2819 m/z 57.05  86.96%
50

miz--> 100 150 200 250 300 350
Abundance #9358: Cyclopentanethiol, 2-methyl-, cis-

55.0
116.0
5000 T
11.50
m/z 41.00 82.69%
S
0 h“\h”‘\‘\“\h\\\‘\\\\’\\\\‘\\\\‘\\\\’\
50

=

o

F

-

miz--> 100 150 200 250 300 350
Abundance  #261969: 3-Methyl-2-butenoic acid, octadecyl ester
83.0
43.0 —
11.50
5000 ITI/Z 59.95 79.79%
A T
m/z--> 50 100 150 200 250 300 350
Abundance #15394: Heptanoic acid T
60.0 11.50
m/z 71.10 77 .55%
h Mm
01.0
olsw’\“‘+,, —
m/z--> 50 100 150 200 250 300 350 11.50

SFAM-EPA-BM110122.M Fri Nov 04 16:00:38 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 unknown-06 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.504 5.28 ng/ul 898178 Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 35
2 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 35
3 Methacrylic acid 1,10-decandiol ... 242 C14H2603 1000432-46-9 27
4 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 019467-01-7 25
5 Cyclopropane, nonyl- 168 C12H24 074663-85-7 22

Abundance Scan 1431 (11.504 min): BM037352.D\data.ms (-1427) (- m/z 57.10 100.00%
57,1

- M
T [
| 157.2 267.( 150
0 B 208.0 L0 m/z a1.e0  98.95%
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109491: 1-Dodecanol, 3,7,11-trimethyl-
55.0
5000 830 — ‘
11.50
20 125.0 m/z 43.85 94.77%
O‘]L\“‘}‘\\“\H\\h\\‘!“\\Hh‘\“}h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15410: 3-Methyl-hexanoic acid
60.0
T [
11.50
5000 ITI/Z 55.10 92.85%

‘H H | | 150

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #125960: Methacrylic acid 1,10-decandiol monoester ‘
69.0 11.50

m/z 60.00 91.72%

o
©
by
o

41.0
5000

.0

ol Il “ H‘ L ‘\ HH 21202430
‘u\\‘u\\‘u\\‘m\‘uu‘u\\‘u\\‘u\\‘m\‘uu‘uu‘uu‘uu

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50

2

SFAM-EPA-BM110122.M Fri Nov 04 16:00:39 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 10 unknown-07 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.569 2.72 ng/ul 462651  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexenoic acid, methyl ester 128 C7H1202 002396-77-2 27
2 6-Dodecanol 186 C12H260 006836-38-0 22
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 15
4 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 14
5 Heptanoic acid, 1-methylethyl ester 172 C10H2002 034997-46-1 14
Abundance Scan 1442 (11.569 min): BM037352.D\data.ms (-1438) (- | m/z 55.00 100.00%
5.0
o I M/\M/\J
143.1 I 1
UL e
ol MM LU L 2079 2831 355 . 4300  93.95%
m/z--> 50 100 150 200 250 300 350
Abundance #14055: 2-Hexenoic acid, methyl ester
58.0
5000 — :
7.0 11.50
m/z 57.10 72.90%
0 \“‘\““ T
miz--> 50 100 150 200 250 300 350
Abundance #61035: 6-Dodecano
55.0
T \
11.50
5000 m/z 83.10 72.75%
7.0
0 180
m/z--> 50 100 150 200 250 300 350
Abundance #7655: Cyclopentane, 1,1,3-trimethyl- T ‘
55.0 11.50
m/z 87.00 72.40%
7.0
5000
50| |
0 M1““““”“‘\JH‘_m_m,”w””_ —
m/z--> 50 100 150 200 250 300 350 11.50

SFAM-EPA-BM110122.M Fri Nov 04 16:00:40 2022

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 11 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.675 7.70 ng/ul 1308880  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 81
2 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140 000088-18-6 81
3 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 58
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 49
5 4-Hydroxy-2-methylacetophenone 150 C9H1e02 000875-59-2 46

Abundance Scan 1460 (11.674 min): BM037352.D\data.ms (-1455) (- | m/z 135.00 100.00%
135.0
5000
41.0 e s
‘ 91.0 ‘ 11.50 12.00
ol iml““‘l‘”\“““‘“‘”M“‘u Ay 2000 2670 341 /7 197.00  96.95%
miz--> 50 100 150 200 250 300
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)-
135.0
5000 —— —L
11.50 12.00
91.0 m/z 150.00  36.69%
39.0 ‘ |
O\\\‘\“h\“‘\“\\“\M\\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #27543: Phenol, 2-(1,1-dimethylethyl)-
107.0
—— —
11.50 12.00
5000 m/z 115.00 25.75%
150.0
39.0
0“
m/z--> 50 100 150 200 250 300
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)- —F= ——
135.0 11.50 12.00
m/z 41.05 21.58%
5000
410 910
om‘H“uHu““M“H,mwm‘,mwm‘ —_ SUARS
m/z--> 50 100 150 200 250 300 11.50 12.00

SFAM-EPA-BM110122.M Fri Nov 04 16:00:41 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 12 unknown-08 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.739 3.38 ng/ul 574145  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Bromopentanoic acid, 2-ethylhe... 292 C13H25Bro02 1000293-55-4 43
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 27
3 3-Undecanol, 2,3-dimethyl- 200 C13H280 1000149-68-6 22
4 1,2-Cyclohexanedione 112 C6H802 000765-87-7 14
5 4-Octene, (E)- 112 C8H16 014850-23-8 14

Abundance Scan 1471 (11.739 min): BM037352.D\data.ms (-1466) (- | m/z 43.05 100.00%

43.0
73.0
5000
112.1
—r— —
11.50 12.00
oh 14401800,,281‘ m/z 73.00  73.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #188435: 5-Bromopentanoic acid, 2-ethylhexyl ester
558.0
5000 T T T T T
112.0 11.50 12.00
4 83.0 165.0 m/z 55.00  61.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9191: Acetic acid, diethyl-
43.0
— -
88.0 11.50 12.00
5000 m/z 41.05 52.89%
0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76045: 3-Undecanol, 2,3-dimethyl- —T= =
55.0, 87.0 11.50 12.00
m/z 69.10 40.03%
5000
157.0
0,4250150,, S
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

SFAM-EPA-BM110122.M Fri Nov 04 16:00:41 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 13 Phenol, m-tert-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.039 689.03 ng/ul 117160000 Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 90
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 83
4 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 81
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 80
Abundance Scan 1522 (12.039 min): BM037352.D\data.ms (-1509) (- | m/z 135.05 100.00%
135.1
5000 ﬂ
T
41.1 H ‘ 12.00
A — M bl A (2739 2671 341 y; 197.05  70.25%
miz--> 50 100 150 200 250 300
Abundance #27478: Phenol, m-tert-butyl-
135.0
5000 T
12 00
410  95. m/z 150.15  34.14%
O\‘\M\H“H\‘h\d\ \“ “\‘\\‘\ “\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #27480: Phenol, m-tert-butyl-
135.0
T
12 00
5000 m/z 95.05 22.78%
410 95
I R 5 S O
miz--> 50 100 150 200 250 300
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)- I
135.0 12 00
m/z 136.00 17.65%
5000
410 910
om‘H“u‘u‘u““ M‘H“_H‘WHWHWH 4
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 14 unknown-09 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.227 3.15 ng/ul 535215 Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Decanone, 6-hydroxy- 172 C10H2002 006540-98-3 10
2 Glutaric acid, ethyl 3-methylbut... 228 C12H2004 1000360-08-4 10
3 1-Decene, 10-bromo- 218 C10H19Br 062871-09-4 10
4 Oxalic acid, hexadecyl hexyl ester 398 C24H4604 1010309-25-0 10
5 Glutaric acid, hexa-1,5-dien-3-y... 280 C16H2404 1000405-27-6 10

Abundance Scan 1554 (12.227 min): BM037352.D\data.ms (-1548) (- | m/z 55.00 100.00%

55.0
5000 97.1
174.0

R =
‘ JL (ﬁL 12.00 12.50
[— BT, 2669 3400 41 66 67.51%
m/z--> 50 100 150 200 250 300
Abundance #46988: 5-Decanone, 6-hydroxy-
69.0
5000 = ——
12.00 12.50
29. m/z 69.05 67.44%
0 \L || 11601550
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance #108792: Glutaric acid, ethyl 3-methylbut-2-enyl ester
69.0
— —
115.0 12.00 12.50
5000 m/Z 43.00 56.43%
29. ‘ 161.0
ol bl L 00
m/z--> 50 100 150 200 250 300
Abundance #95850: 1-Decene, 10-bromo- T —
55.0 12.00 12.50

m/z 97.10  44.16%

5000 97.0
‘ 148.0
H H\ “h\ I T [ 190.0

0 i e e —
miz--> 50 100 150 200 250 300 12.00 12.50

SFAM-EPA-BM110122.M Fri Nov 04 16:00:43 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 15 Phenol, 2,4-bis(1-methyleth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.333 8.43 ng/ul 2003090  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 97
2 Propofol 178 C12H180 002078-54-8 94
3 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 93
4 Propofol 178 C12H180 002078-54-8 93
5 Propofol 178 C12H180 002078-54-8 91
Abundance Scan 1742 (13.333 min): BM037352.D\data.ms (-1736) (1 m/z 163.05 100.00%
163.1
5000 J\
1210 — —ha
43. ’ ‘ 13.00 13.50
A — m%wmw‘ o 11 207.0 2819 | 3550 .7 178,10  24.15%
m/z--> 50 100 150 200 250 300 350
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000 - — A/\
13.00 13.50
1210 m/z 121.00 14.69%
43.0 :
O\\\‘\““\‘\a;l\"(\p‘”\h\“\‘\“\1‘\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #52792: Propofol
163.0 Jh
— ——l
13.00 13.50
5000 m/z 164.05 12.25%
117.0
77.0
oo Il I
m/z--> 50 100 150 200 250 300 350
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)- — Py
163.0 13.00 13.50
m/z 107.00 10.43%
5000
43 121.0
m/z--> 50 100 150 200 250 300 350 13.00 13.50

SFAM-EPA-BM110122.M Fri Nov 04 16:00:45 2022 Page: 18



Data Path : Z:\
Data File : BM@

Acq On : 03
Operator : CG/
Sample : N52
Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM110322\
37352.D

Nov 2022 18:28

Ju

76-13

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 16 Octadecanoic acid Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
19.392 2.18 ng/ul 489369  Chrysene-d12 21.397
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 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 97
4 Octadecanoic acid 284 (C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2772 (19.392 min): BM037352.D\data.ms (-2769) (-
43.0

m/z 43.05 100.00%

5000 129.1

:

241.1

u' | 3269 4010 4751 549, 19.50
O ’l‘ | HH“‘W‘H\J “l"H‘hwwh‘\““‘H‘H‘T‘\H\‘\‘u\‘u\'w‘wwsf}‘gf' m/z 73.00 93.88%

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
’ } 1850  284.0 m/z 60.00 82.53%
O‘\\‘\H"‘WI\“\”\”\\“\H\‘HH‘H\‘\‘HH‘\H\‘\H\‘HH‘\H\‘\

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

3

Abundance #179091: Octadecanoic acid
43.0
19.00 19.50
5000 129.0 m/z 57.85 76.38%
284.0

o_J" W M“““\\

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 55.05 74.67%
5000
129.0
“ 284.0

o_“‘ ,“VH““mPM\* — ——
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_M\Data\BM110322\
Data File : BM@37352.D

Acq On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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 17 Phenol, 4,4'-(1-methylethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.668 4.45 ng/ul 996531  Chrysene-di12 21.397
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 93
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 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 70
Abundance Scan 2819 (19.668 min): BM037352.D\data.ms (-2815) (- | m/z 213.10 100.00%
218.1
5000 AAk
119.0 — ——
65.0 \ 19.50 20.00
0Lt bbbt pi o | 2810 8551 4611 119.00  20.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
2138.0
5000
1950 2000
119.0 m/z 228.10 17.27%
65.0 \
O \\\‘\‘\l\\l“\\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
e =
19.50 20.00
5000 m/z 214.05 16.36%
119.0
65.0, \
O bt bt e e e
m/z--> 50 100 150 200 250 300 350 400 450 K
Abundance #109423: Phenol, 4,4'-(1-methylethylidene)bis- ‘ —
213.0 1950 20.00
m/z 91.00 11.78%
5000
119.0
6&01
e S — ——
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110322\
Data File : BM@37352.D

Acqg On : 03 Nov 2022 18:28
Operator : CG/JU

Sample : N5276-13

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110122.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|
2-Ethyl-4-methy... 8.486 2.7 ng/ul 295862 1 7.851 2206300 20.0
unknown-01 8.781 2.7 ng/ul 295415 1 7.851 2206300 20.0
unknown-02 9.281 4.0 ng/ul 674759 2 10.651 3400700 20.0
Phenol, 2-(1-me... 10.580 122.4 ng/ul 20813300 2 10.651 3400700 20.0
p-Cumenol 11.010 18.7 ng/ul 3177460 2 10.651 3400700 20.0
unknown-03 11.169 3.1 ng/ul 530849 2 10.651 3400700 20.0
unknown-04 11.363 2.5 ng/ul 425333 2 10.651 3400700 20.0
unknown-@5 11.469 4.1 ng/ul 697981 2 10.651 3400700 20.0
unknown-06 11.504 5.3 ng/ul 898178 2 10.651 3400700 20.0
unknown-07 11.569 2.7 ng/ul 462651 2 10.651 3400700 20.0
Phenol, 2-(1,1-... 11.675 7.7 ng/ul 1308880 2 10.651 3400700 20.0
unknown-08 11.739 3.4 ng/ul 574145 2 10.651 3400700 20.0
Phenol, m-tert-... 12.039 689.0 ng/ul 117160000 2 10.651 3400700 20.0
unknown-09 12.227 3.1 ng/ul 535215 2 10.651 3400700 20.0
Phenol, 2,4-bis... 13.333 8.4 ng/ul 2003090 3 14.486 4753890 20.0
Octadecanoic acid  19.392 2.2 ng/ul 489369 5 21.397 4482530 20.0
Phenol, 4,4'-(1... 19.668 4.5 ng/ul 996531 5 21.397 4482530 20.0
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