LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc :

ALS Vvial : 38 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-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43724.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.363 27 30 37 rVB 51684 67638 0.11% 0.019%
2 3.816 104 107 116 rBV2 49405 100666 0.16% 0.028%
3 3.899 117 121 130 rVB 127793 179891 0.29% 0.051%
4 4.016 136 141 147 rBV 67799 125658 ©0.21% 0.035%
5 4.681 249 254 259 rVvB2 45138 67753 0.11% 0.019%
6 5.040 311 315 318 rBV 51229 71439 0.12% 0.020%
7 5.151 329 334 341 rBV 44976 72103 0.12% 0.020%
8 5.410 372 378 382 rBvV2 39204 77118 0.13% 0.022%
9 5.451 382 385 393 rVB 32098 67801 0.11% 0.019%
10 6.010 474 480 488 rBV 49226 99513 0.16% ©0.028%
11 6.463 553 557 569 rVB4 50344 109105 0.18% 0.031%
12 6.851 611 623 632 rBv 155133 295148 0.48% 0.083%
13 6.975 639 644 651 rVB2 63101 134647 ©0.22% 0.038%
14 7.134 660 671 685 rVB 1061785 1849545 3.03% 0.520%
15 7.298 692 699 709 rBV 787232 1274750 2.09%  0.358%
16 7.487 724 731 740 rVB 1025970 1676024 2.74% 0.471%
17 7.587 740 748 754 rBvV4 77583 164000 0.27% 0.046%
18 7.957 806 811 816 rVV 906942 1404564 2.30% 0.395%
19 8.022 816 822 836 rVB 2060759 3509582 5.75% 0.986%
20 8.169 842 847 854 rVB4 55460 103405 0.17% 0.029%
21 8.475 894 899 903 rBV3 40994 70803 0.12% 0.020%
22 8.551 908 912 916 rVV3 52450 96234 0.16% 0.027%
23 8.604 917 921 927 rWs3 40143 85868 0.14% 0.024%
24 8.681 927 934 942 rVV 1281897 2094042 3.43% 0.588%
25 8.757 942 947 950 rVW4 52069 114785 ©.19% 0.032%
26 8.798 950 954 961 rVVW3 92944 213975 ©.35% 0.060%
27 8.975 976 984 993 rBV6 53259 146413 0.24% 0.041%
28 9.134 1004 1011 1026 rBV 969814 1796958 2.94% 0.505%
29 9.269 1026 1034 1042 rBV 186800 417192 0.68% 0.117%
30 9.381 1047 1053 1054 rBV4 57332 90518 ©0.15% 0.025%
31 9.681 1095 1104 1113 rBV1e 36285 125741 0.21% 0.035%
32 9.781 1116 1121 1127 rBV2 90745 165031 0.27% 0.046%
33 9.851 1127 1133 1139 rBV 821916 1373698 2.25% 0.386%
34 10.069 1160 1170 1174 rBV4 170884 441663 0.72% 0.124%
35 10.116 1174 1178 1184 rVB4 132292 262632 0.43% 0.074%

36 10.228 1193 1197 1200 rBV5 40148 66638 0.11% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc :

ALS Vvial : 38 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-BM121523.MA.M
Title : SVOA CALIBRATION
37 10.281 1200 1206 1218 rVV 476876 960699 1.57% 0.270%
38 10.392 1219 1225 1236 rVV 1168482 2115151 3.46% 0.594%
39 10.651 1265 1269 1276 rBV5 66999 138994 0.23% 0.039%
40 10.728 1277 1282 1283 rBV2 185798 248636 0.41% 0.070%
41 10.763 1283 1288 1297 rVB 1192136 2225350 3.64% 0.625%
42 10.922 1311 1315 1320 rVB4 67402 109282 0.18% 0.031%
43 10.986 1320 1326 1332 rBV 646356 1121729 1.84% 0.315%
44 11.075 1333 1341 1349 rVV 927055 1687879 2.76% 0.474%
45 11.275 1370 1375 1379 rVB 116772 166757 0.27% 0.047%
46 11.433 1398 1402 1407 rBV7 48176 97263 0.16% 0.027%
47 11.498 1408 1413 1420 rBV4 141722 288398 0.47% 0.081%
48 11.586 1421 1428 1433 rBV6 261189 753632 1.23% 0.212%
49 11.639 1433 1437 1442 rVWV 453186 795624 1.30% 0.224%
50 11.686 1442 1445 1451 rVB4 216306 359332 0.59% 0.101%
51 11.798 1452 1464 1469 rBV8 210600 824723 1.35% 0.232%
52 11.863 1471 1475 1480 rVB4 155623 290100 0.47% 0.082%
53 11.998 1495 1498 1509 rVB9 163428 449243 0.74% 0.126%
54 12.180 1523 1529 1540 rVB4 472398 1427330 2.34% 0.401%
55 12.322 1550 1553 1567 rVB4 150055 417250 0.68% 0.117%
56 12.427 1568 1571 1574 rVB 74078 86633 0.14% 0.024%
57 12.551 1587 1592 1598 rBV3 168783 399265 ©0.65% 0.112%
58 12.827 1634 1639 1647 rVB 2808188 4540154 7.43% 1.276%
59 13.122 1685 1689 1696 rVB4 424879 748208 1.22% 0.210%
60 13.416 1732 1739 1746 rBV3 562431 1220983 2.00% 0.343%
61 13.769 1793 1799 1808 rBV3 1289804 3223343 5.28% 0.906%
62 13.922 1820 1825 1830 rBV 2465573 4227771 6.92% 1.188%
63 13.974 1830 1834 1837 rVV 1379620 2120243 3.47% 0.596%
64 14.016 1838 1841 1846 rVV 1700810 2824262 4.62% 0.794%
65 14.069 1847 1850 1854 rVB2 1228467 1660974 2.72% 0.467%
66 14.157 1861 1865 1868 rBV 789147 966363 1.58% 0.272%
67 14.292 1883 1888 1892 rBV2 2387669 4233276 6.93% 1.190%
68 14.492 1916 1922 1930 rBV2 5196745 9583987 15.69% 2.693%
69 14.598 1935 1940 1945 rVB2 3202391 4752370 7.78% 1.335%
70 14.651 1946 1949 1951 rBV 778061 1029762 1.69% 0.289%
71 14.727 1958 1962 1969 rBV2 1355695 2217401 3.63% 0.623%
72 14.816 1971 1977 1984 rVB2 3633368 8782724 14.38% 2.468%
73 14.998 2003 2008 2015 rVB2 5751078 9609089 15.73%  2.700%
74 15.074 2017 2021 2025 rVV 4807301 6445119 10.55% 1.811%
75 15.110 2025 2027 2030 rVB3 1289638 1289366 2.11% 0.362%

76 15.233 2038 2048 2052 rBV3 14860123 32821455 53.74% 9.223%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS Vvial : 38 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-BM121523.MA.M
Title : SVOA CALIBRATION

77 15.274 2052 2055 2063 rVB 4845300 6616157 10.83%  1.859%
78 15.445 2077 2084 2089 rVB2 6934743 13964305 22.86%  3.924%
79 15.704 2123 2128 2137 rBV3 5648662 19040866 31.17% 5.350%
80 15.857 2149 2154 2163 rVB2 11314554 23745918 38.88% 6.673%

81 15.945 2166 2169 2176 rVB3 4393019 9048392 14.81% 2.543%
82 16.345 2228 2237 2248 rBV2 17805105 61078488 100.00% 17.163%
83 17.168 2374 2377 2388 rBV8 13131978 39824912 65.20% 11.191%
84 23.939 3523 3528 3535 rVB 6715558 12720827 20.83% 3.575%
85 25.509 3786 3795 3800 rBV2 10033301 33562740 54.95% 9.431%

Sum of corrected areas: 355875266
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Jan 2024 09:42
: MA/JU
. 05952-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
BM043724.D

: 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BM043724.D\data.ms

3.363 3B8AUI6  4.6815.04GHMEL  6.010 6.463 6.8T5P 298857 782%%6%&%@%@@

o

Time-->

9
\\‘\\\'\‘\\\\\\\\\\\\‘\\\\‘\\\\\\\\‘\\\‘\\\\\\\\\\\\ \\\\\‘\\\\‘\\\\‘\\\\‘\\\\

350 400 450 500 550 600 650 700 750 800 850 9. 00 9.50 10.00 1050 11.00 11.50

Abundance
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BM043724.D\data.ms
7.168

12.827

O
Time--> 1

2.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

TIC: BM043724.D\data.ms

23.939 25.509

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Hexanal, 2-ethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.851 4.20 ng/ul 295148 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 90
2 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 83
3 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 72
4 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 59
5 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 59
Abundance Scan 623 (6.851 min): BM043724.D\data.ms (-611) (-) m/z 57.10 100.00%
57.1
- ,NNN‘J/\A«W/A\WAA
o ARBEAE A e EE T
6.60 6.80 7.00 7.20
i A 9911320 2089  28LC L 55 05 71.56%
miz-> 50 100 150 200 250
Abundance #14300: Hexanal, 2-ethyl-
57.0
5000
6.60 6.80 7.00 7.20
2710 m/Z 43.10 44 .51%
T T ‘\M ‘M‘”\ \“ \H]\-O‘().(\) T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #14298: Hexanal, 2-ethyl-
57.0
R AAREEERES T
6.60 6.80 7.00 7.20
5000 m/z 41.05 41.19%
27,0
Al ssoaze0
miz--> 50 100 150 200 250
Abundance #14301: Hexanal, 2-ethyl- B ARREEEEEEE
72.0 6.60 6.80 7.00 7.20
m/z 39.10 14.55%
5000
41.0
J“ b g 1280 S —
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.022  49.97 ng/ul 3509580 1,4-Dichlorobenzene-d4 7.957

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 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 822 (8.022 min): BM043724.D\data.ms (-816) (-) m/z 57.10 100.00%
57.1
5000 /k
REmanEE e
H ‘ ‘98.0 7.60 7.80 8.00 8.20 8.40
AL L P 1290 1930 28300 n; 41,10 38.59%
miz-> 50 100 150 200 250
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 [T T T[T rorrrrri
7.60 7.80 8.00 8.20 8.40
27.0 m/z 43.05 33.40%
LLL | s
\‘\‘\ 1‘”‘“\‘\‘ \“\“ \‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
EAERR R
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.10 26.62%
720 | | =
|l IR O
e
miz--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl- R R REERNENE S
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.05 20.79%
5000
27.0
M\M H ‘LQ%O
\\\‘\\‘\\‘\‘\\\‘\\\\‘\ \\‘\\ ‘\\\\’\\\\‘\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20 8.40

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:12 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Hexanoic acid, 2-ethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.269 5.94 ng/ul 417192  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
Abundance Scan 1034 (9.269 min): BM043724.D\data.ms (-1026) (-) m/z 73.05 100.00%
73.0
5000 41.1 L/\JLM
o B A AN RAEEaRE
‘M ‘ 116.1 9.00 9.20 9.40 9.60
ol bl L 1540 1940 2669 4/, gg.e5  84.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0
N
5000 T T [ T T[T d ] rrrT
41.0 9.00 9.20 9.40 9.60
m/z 41.10 43.83%
H ‘ ‘ | 0
\H‘H‘H“H‘H}’H‘ \‘\ H“\H‘MHH‘HH’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
e EARRsmEEs R
9.00 9.20 9.40 9.60
5000 41.0 m/z 57.10 38.98%
SN A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24099: Hexanoic acid, 2-ethyl- e EARRsmEEs R
73.0 9.00 9.20 9.40 9.60
m/z 55.05 28.90%
5000
41.0 ‘ 116.0
m/z--> 20 40 60 80 100120140160180200220240260280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Phenol, 2-methoxy-4-propyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.069 3.97 ng/ul 441663  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy-4-propyl- 166 C10H1402 002785-87-7 53
2 Phenol, 2-methoxy-4-propyl- 166 C10H1402 002785-87-7 53
3 Benzenamine, 5-methoxy-2-methyl- 137 C8H11NO 050868-72-9 47
4 Ethyl Vanillin 166 C9H1003 000121-32-4 43
5 4-Acetyl-3-hydroxyphenyl acetate 194 C10H1e04 1000385-77-8 43
Abundance Scan 1170 (10.069 min): BM043724.D\data.ms (-1160) (- | m/z 137.00 100.00%
137.0
5000 56.0 J\
166.1 T \
‘ ‘ 1 105.0 ‘ 10.00
‘H‘_H“_uthh“mk“ e L2079 56 s 37.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41141: Phenol, 2rnemoxy4-m0pyh
137.
5000 iobd
166.0 '
15.0 m/z 43.10  28.22%
39.0 770
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41138: Phenol, 2rnem0xy4-m0pyL
137.
T \
10.00
5000 m/z 41.10 24.53%
166.0
180 590,880 20 | | |
| TN | L
A L R RN ma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19298: Benzenamine, 5-methoxy-2-methyl- —— ‘
137.0 10.00
m/z 57.10 19.67%
5000
770 106.0
390 ‘
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@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 unknown-01 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.116 2.36 ng/ul 262632  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecylenic acid 184 C11H2002 000112-38-9 32
2 Cyclohexanecarboxylic acid, 2-me... 142 C8H1402 056586-13-1 32
3 8-Nonenoic acid 156 C9H1602 031642-67-8 27
4 2-Octenoic acid, methyl ester 156 C9H1602 002396-85-2 23
5 1,19-Eicosadiene 278 C20H38 014811-95-1 16

Abundance Scan 1178 (10.116 min): BM043724.D\data.ms (-1174) (- m/z 55.10 100.00%

5!:
5000 6.0
124.1
h

— —
159.0 10.00 10.50

187 1209 0

‘ T ‘ T \ \ ‘ \ \ \ \ ‘ ‘\“ ‘ T T ‘ T \ \ \ ‘ T \ T ‘ T \ TT ‘ T \ TT m/Z 73.16 72.6400
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58531: Undecylenic acid

55.0
5000 — —
83.0 10.00 10.50
290 124.0 m/z 60.00 69.55%
bl 166.0

\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22804: Cyclohexanecarboxylic acid, 2-methyl-
55.0

%

10.00 10.50
96.0 1240 m/z 41.10 61.51%

5000

\M m m‘ \‘ ‘H L 145

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

?

Abundance #33728: 8-Nonenoic acid
55.0 10.00 10.50
m/z 59.00 44.07%

5000
96.0
‘ 138.0

B 1 Y o W
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.281 8.63 ng/ul 960699  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 50
2 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38
3 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 38
5 Cyclohexylamine 99 C6H13N 000108-91-8 38
Abundance Scan 1206 (10.281 min): BM043724.D\data.ms (-1200) (- | m/z 56.10 100.00%
56.1
oo 1050
103.1 138.0 : :
Y L oo 1909 28100 4y 55,10 33.88%
miz-> 50 100 150 200 250
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 —r ——
10.00 10.50
‘ ‘ 103.0 m/z 41.10 31.33%
]\-8\.q\‘ ‘\ ‘ ‘ ‘\ ‘\L \“\ “ T T T T " T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10059: 2,2-Dimethyl-1,3-butanediol
56.0
—— —
10.00 10.50
5000 m/z 57.10 28.53%
JSPue0
miz--> 50 100 150 200 250
Abundance #1749: Propane, 1-isocyanato- T —
56.0 10.00 10.50
m/z 43.10  28.25%
- UM
240 “qno“ T T T —— ——
m/z--> 50 100 150 200 250 10.00 10.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:16 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 1,3-Hexanediol, 2-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.986 10.08 ng/ul 1121736  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 64
2 Neopentyl glycol 104 C5H1202 000126-30-7 64
3 Neopentyl glycol 104 C5H1202 000126-30-7 59
4 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 53
5 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 53
Abundance Scan 1326 (10.986 min): BM043724.D\data.ms (-1320) (- m/z 56.10 100.00%
56.1
5000 ﬁAJA\ﬁﬁj\j\\\\
=~
10ﬁ1 11.00
ol ol L[ 1480 1930 2810 3400 .., 5519  72.27%
miz-> 50 100 150 200 250 300
Abundance #25552: 1,3-Hexanediol, 2-ethyl-
56.0
5000 T
11.00
m/z 41.10 47.48%
‘ 103.0
%8‘\.%‘\““\ “\”““i\\\"\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #5361: Neopentyl glycol
56.0
——
11.00
5000 m/z 43.10 46.61%
1l ‘M ‘105-0
77—
miz--> 50 100 150 200 250 300
Abundance #5363: Neopentyl glycol —
56.0 11.00
m/z 73.05 35.33%
L‘hﬂm S
mi/z--> 50 100 150 200 250 300 11.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:17 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 11 1,3-Hexanediol, 2-ethyl- (i... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.075 15.17 ng/ul 1687880  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexanediol, 2-ethyl- (isomer 2) 146 C8H1802 1000484-18-1 90
2 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 83
3 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 53
4 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 45
5 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 43

Abundance Scan 1341 (11.075 min): BM043724.D\data.ms (-1333) ({ m/z 56.10 100.00%
56.1
T
103.1 11.00
(
e b L 1850 19092210 280 .0 55 19 70.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25582: 1,3-Hexanediol, 2-ethyl- (isomer 2)
56.0
5000 e :
11.00
m/z 41.10 44.02%
103.0
27.0
H\‘\‘\HH“‘}‘H"\‘\“}\‘\‘\H“H\\‘\H\‘H.H’HH‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25555: 1,3-Hexanediol, 2-ethyl-
56.0
T T
11.00
5000 ITI/Z 43.10 42.15%
103.0
27.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25583: 1,3-Hexanediol, 2-ethyl- (isomer 1) —— ‘
56.0 11.00
m/z 73.10 36.02%
5000
103.0
27.0
‘H‘Nuww,AW‘LWMHWH%?§9MHWHHMH‘_HWHHMHWH aa
m/z--> 20 40 60 80 100120140160180200220240260280 11.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:18 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 unknown-02 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.498 2.59 ng/ul 288398 Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 35
2 2-Isopropylimidazole 110 C6H1ON2 036947-68-9 35
3 2-Isopropylimidazole 110 C6H1ON2 036947-68-9 35
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 35
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 35
Abundance Scan 1413 (11.498 min): BM043724.D\data.ms (-1408) (- | m/z 95.10 100.00%
95.1
55.1
5000
——
LAl beso (T
ML L ey ) 2089 280 sl g2.a5%
miz-> 50 100 150 200 250
Abundance #6750: Cyclohexene, 3,5-dimethyl-
95.0
5000 LN
11.50
55.0 m/z 97.10 70.77%
T \“\ Hh ““”\“‘\‘ Hih \H“ L B O B BB B B
miz--> 50 100 150 200 250
Abundance #6474 2-1sopropylimidazole
95.0
11.50
5000 ITI/Z 41.10 57.69%
42.0
miz--> 50 100 150 200 250
Abundance #6473: 2-Isopropylimidazole T
95.0 11.50
m/z 69.10  49.30%
5000
42.0
ol iy Lo .
m/z--> 50 100 150 200 250 11.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:19 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42

Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: 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 Nonanoic acid Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
11.586 6.77 ng/ul 753632  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 53
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Nonanoic acid 158 C9H1802 000112-05-0 47

Abundance Scan 1428 (11.586 min): BM043724.D\data.ms (-1421) (- | m/z 60.00 100.00%
60.0
o T J\N\M
136.0
T \
11.50
: ‘W‘ ‘ o ‘18“2]1‘ 2808 myz 7310 73.34%
miz-> 50 100 150 200 250
Abundance #35298: Nonanoic acid
60.0
5000 ide
29.0 :
115.0 m/z 41.18 72.21%
, ‘\“\ ‘}H‘HH H‘M “‘\“ H“i‘ L “ ‘1;5?9 T
miz--> 50 100 150 200 250
Abundance #46962: n-Decanoic acid
60.0
T \
11.50
5000 ITI/Z 57.10 71.34%
290 129.0
172.0
. “‘\ LH ‘H‘\\‘ ‘\\“9‘7\\;\0}‘\“ I ‘\ — “ — —
miz--> 50 100 150 200 250
Abundance #46964: n-Decanoic acid T
60.0 11.50
m/z 43.10 60.60%
ST T W
172.0
. H“ ‘u‘d‘ uh\‘ ‘uhP‘Z\;\O}‘\“ I ‘\ — “ — —— P
m/z--> 50 100 150 200 250 11.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:21 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 unknown-03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.639 7.15 ng/ul 795624  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, 4-tridecyl ... 310 C15H28C1202 1000280-64-3 38
2 1-Heneicosanol 312 C21H440 015594-90-8 38
3 trans-1,3-Diethylcyclopentane 126 CO9H18 1000113-87-1 35
4 1-Octene, 6-methyl- 126 C9H18 013151-10-5 27
5 trans-2,4-Dimethylthiane, S,S-di... 162 C7H1402S 1000215-67-6 25

Abundance Scan 1437 (11.639 min): BM043724.D\data.ms (-1433) (- | m/z 55.10 100.00%

58.1
5000 97.1

182.1
P e
39, 11.50 12.00
] ““m e ﬁ 2210 2810 0 nyz 41,10 52.90%
miz--> 50 100 150 200 250
Abundance #211364: Dichloroacetic acid, 4-tridecyl ester
55.0
5000 e —
97.0 11.50 12.00
182.0 m/z 56.10 47 .56%
39.0 ‘
‘H\“ ‘H \‘ ““‘ 1“‘ \‘ﬂ-\ h “ T T \‘ T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #215083: 1-Heneicosanol
55.0
97.0
P e
11.50 12.00
5000 ITI/Z 97.10 46.22%

39.0
190 | LLLLL B0 1620 2200 2080
m/z--> 50 100 150 200 250

Abundance #13243: trans-1,3-Diethylcyclopentane T —
55.0 11.50 12.00

m/z 69.10 41.92%

97.0

15.0] M |

mi/z--> 50 100 150 200 250 11.50 12.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:22 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 unknown-04 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.686 3.23 ng/ul 359332  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl de... 326 C19H3404 1000309-68-7 47
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 46
3 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 43
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 43
5 2-Furanmethanamine 97 C5H7NO 000617-89-0 43

Abundance Scan 1445 (11.686 min): BM043724.D\data.ms (-1442) (- m/z 55.10 100.00%
1

55.1 97.
5000

125.1 153.1 182.2

T T
11.50 12.00

2209 /7 97.18  98.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #231779: Oxalic acid, cyclohexylmethyl decyl ester
97.0

55.0

5000 — —
11.50 12.00

m/z 81.10 69.29%

185.0
29.0 \\“‘h‘\\“‘\\w\‘\\]\_\4"‘]‘_\.?\\‘\\\\‘\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69425: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, ¢
55.0 97.0

T T
11.50 12.00

5000 m/z 41.10 50.83%

‘ ‘ 194.0
b Ll om0 aeso |
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #125698: Oxalic acid, butyl cyclohexylmethyl ester —— ——
55.0 11.50 12.00

97.0 m/z 96.10 45.81%
5000
29.0 ‘
bl 1410 — e
miz--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:23 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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-Indene, 1,1-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.798 7.41 ng/ul 824723  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 51
2 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 38
3 3-Ethyl-2-piperazinone 128 C6H12N20 090485-52-2 38
4 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 30
5 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 30
Abundance Scan 1464 (11.798 min): BM043724.D\data.ms (-1452) (- m/z 43.10 100.00%
3.1
71.1 129.1
5000 99.1
—— —
H m 176.1 26 11.50 12.00
SN L2l 2670 h7 129.05  60.06%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #23558: 1H-Indene, 1,1-dimethyl-
129.0
5000 = ——
11.50 12.00
m/z 71.10 55.89%
15.0 51.0
HH‘\H\‘H“}\“h‘\‘\w‘HH‘H\‘H\“H““\‘\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
—— —
11.50 12.00
5000 m/z 41.10 50.71%
390 770 | | M
| bl [ I L 1 L
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13834: 3-Ethyl-2-piperazinone T —
71.0 11.50 12.00
m/z 55.10 42.98%
99.0
5000
128.0
42.0
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:24 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 unknown-05 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.863 2.61 ng/ul 290100 Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-butynyl)- 144 C11H12 087712-69-4 30
2 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 30
3 Benzene, 1-cyclopenten-1-yl- 144 C11H12 000825-54-7 30
4 1H-Indene, 1l-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 30
5 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 30
Abundance Scan 1475 (11.863 min): BM043724.D\data.ms (-1471) (- m/z 129.05 100.00%
129.1
70.1
5000
39
— —
11.50 12.00
180.3
Mw e 2820 nyz 131,00 97.28%
m/z--> 50 100 150 200 250
Abundance #23565: Benzene, (1-methyl-2-butynyl)-
129.0
5000 — ——
11.50 12.00
51.0 m/z 128.05 69.57%
T \‘\ ‘L‘ \‘m‘\‘m‘?‘g‘\‘lo“”\‘\‘!‘ \‘H‘ L B B B A B B B
miz--> 50 100 150 200 250
Abundance #23570: Naphthalene, 1,2-dihydro-3-methyl-
129.0
— —
11.50 12.00
5000 m/z 70.10 61.31%
®0 70
S }L Al o b I N —
m/iz--> 50 100 150 200 250
Abundance #23560: Benzene, 1-cyclopenten-1-yl- — —
144.0 11.50 12.00
m/z 144.05 57.34%
5000
66.0
03.
LU0 W I I od
m/z--> 50 100 150 200 250 11.50 12.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:25 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 unknown-06 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.998 4.04 ng/ul 449243  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octen-4-yn-3-0l, 3,6-dimethyl- 152 C10H160 062851-70-1 43
2 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120 003637-01-2 42
3 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 38
4 m-Ethylacetophenone 148 C10H120 022699-70-3 38
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 30
Abundance Scan 1498 (11.998 min): BM043724.D\data.ms (-1495) (- | m/z 123.10 100.00%
128.1
43.1
5000
——
‘ \ 192.1 324.9 429 1290
}‘\\H\w\‘“\\\‘.\\\\‘\\\\‘\\\.\‘\\\\‘\\\.\ m/Z 133.05 85.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #29217: 6-Octen-4-yn-3-ol, 3,6-dimethyl-
123.0
43.0
5000 T
12.00
m/z 43.10 66.46%
T \H“‘H\”‘L"H\m\“"‘“\h‘\ T “‘\ L L I
miz--> 50 100 150 200 250 300 350 400
Abundance #26275: Ethanone, 1-(3,4-dimethylphenyl)-
1338.0
——
12.00
5000 m/z 152.05 52.27%
77.0
27.
ﬂ“
m/z--> 50 100 150 200 250 300 350 400
Abundance #26239: Ethanone, 1-(4-ethylphenyl)- —
133.0 12.00
m/z 81.10 43.06%
5000
79.0 ‘ ‘
29 S
m/z--> 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 5-Isopropyl-3,3-dimethyl-2-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.180 12.83 ng/ul 1427330  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Isopropyl-3,3-dimethyl-2-methy... 152 C10H160 081250-44-4 59
2 Cyclohexanone, 2-(2-nitro-2-prop... 183 C9H13NO3 078551-08-3 50
3 VII tropolone 137 C7H7NO2 007021-46-7 50
4 1-(4-methylthiophenyl)-2-propanone 180 C10H120S 1000378-99-8 45
5 Propenoic acid, 3-(2-thienyl)-, ... 298 C13H8C1202S 284665-19-6 42

Abundance Scan 1529 (12.180 min): BM043724.D\data.ms (-1523) (- | m/z 137.05 100.00%

13f.1
5000
57.1

=
H ‘ 95.1 12.00 12.50

o ] Lokl 28222210 0 84L 0 7.1 27.54%
miz--> 50 100 150 200 250 300
Abundance #29391: 5-Isopropyl-3,3-dimethyl-2-methylene-2,3-dihydr

137.0
43.0
5000 R

T
12.00 12.50
m/z 43.10 26.98%

95.0 ‘
T “\ H “H\”\ H\‘ \““ “\ \‘ T ‘\ L B B
miz--> 50 100 150 200 250 300
Abundance #58303: Cyclohexanone, 2-(2-nitro-2-propenyl)-
137.0

——
12.00 12.50
5000 m/z 41.10  24.95%

41.0
V&O
. ‘N L“\ ‘h‘h“h\‘{\ LLLM ‘H\‘n‘ M‘ " ‘\‘\‘ ‘ ‘]"8‘3‘0‘ R A B
m/z--> 50 100 150

200 250 300
Abundance #19118: VIl tropolone —
137.0 12.00 12.50
m/z 55.10  19.25%

5000 \/ﬂﬁﬂ\ﬁw//\xdkx//KJA
80.0

28.0 ‘
T 1 |
L L B S IR B B B e A

T —
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.322 3.75 ng/ul 417250  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 64
2 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 50
3 Benzo[b]thiophene, 4-methyl- 148 CO9H8S 014315-11-8 49
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 49
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 49

Abundance Scan 1553 (12.322 min): BM043724.D\data.ms (-1550) (- | m/z 147.00 100.00%

147.0
50001 41.1 691
111.1 - ISAL
1640 , 12.00 12.50
' 28L.  m/z 148.00  81.56%
miz--> 20 40 60 80 100120140160 180200220 240 260 280
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0

=

5000
12.00 12.50

m/z 69.10 45.92%

45‘0 74.0
Lol \M L \\ \‘

’\\H‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #26252: Benzaldehyde, 2,4,6-trimethyl-
147.0

8

119.0 12.00 12.50
5000 m/z 55.10  44.20%

39.0 91.0
W“M‘Hh “d ul |

“HM‘H“‘H_‘H“‘H_‘H‘
m/z--> 20 40 60 80 100120140160180200220240260280

.

Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0 12.00 12.50
m/z 41.10 42.45%
5000

T, o )

I, L 1 | I
P e e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Phthalic anhydride Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.551 3.59 ng/ul 399265 Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 93
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 87
3 Phthalic anhydride 148 C8H403 000085-44-9 86
4 Ninhydrin 178 C9H604 000485-47-2 80
5 Phthalic anhydride 148 C8H403 000085-44-9 78
Abundance Scan 1592 (12.551 min): BM043724.D\data.ms (-1587) (- | m/z 104.00 100.00%
76.0 104.0
5000 50.0
148.0
RN
12.50
176.1
, u‘;nH‘M‘wam‘wz‘??;q m/z 76.05  86.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26796: Phthalic anhydride
76.0 104.0
5000 —r :
500 148.0 12.50
m/z 50.00 50.13%
\\\2‘\6\‘9\”’\\w‘\“\\\m‘\\\\"\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42025: 1,2-Benzenedicarboxylic acid
76.0 104.0
RN
18.0 12.50
5000 ] m/z 148.00  36.31%
50.0 148.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26798: Phthalic anhydride T
76.0 104.0 12.50
m/z 147.00  31.25%
50.0
5000
148.0
e — ASAL
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.828 19.11 ng/ul 4540150  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
2 1-Decene, 8-methyl- 154 C11H22 061142-79-8 38
3 5-Ethyl-2-octen-4-one 154 C10H180 1000374-14-3 35
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 35
5 4-Methyl-2-hexene, c&t 98 C7H14 003404-55-5 30
Abundance Scan 1639 (12 827 min): BM043724.D\data.ms (-1634) (- | m/z 57.10 100.00%
- VJ\wAA
o7 e iam
139 1 : :
0 wHH‘Mﬂ_‘m“WHWH‘ k1682 2102 28LU /7 55.10 80.79%
m/z--> 20 40 60 80 100120 140 160180200220240260280
Abundance #3773: 1-Pentene, 2,3-dimethyl-
41.0
5000 — ——
700 12.50 13.00
m/z 69.10 77.28%
\‘\1‘\\“”\H‘\‘\‘\‘H“‘\\9\%.\(\)\\‘\\\\‘\\\\‘\\\\’H\\‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31424: 1-Decene, 8-methyl-
41.0170.0
— ——
12.50 13.00
5000 m/z 41.10 62.61%
‘ 125.0
0 SR 2 —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31019: 5-Ethyl-2-octen-4-one “ T
69.0 12.50 13.00
m/z 70.10 60.98%
5000
112.0
= |
I
e Eamaa L e i Adaaseezanenaat = T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.122 3.15 ng/ul 748208  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 58
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 58
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 52
5 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 50
Abundance Scan 1689 (13.122 min): BM043724.D\data.ms (-1685) (- | m/z 57.10 100.00%
57.1
5000
o JLML
e e
127.1 197.9 13.00 13.50
el :ﬂhgﬁﬁ‘wbw“féﬁf“_“m““ m/z 71.10  84.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59032: Decane, 5-propyl-
57.0
5000 — ——
85.0 13.00 13.50
290 m/z 43.10  67.24%
‘ ‘ 112.0 140.0
\‘\‘1\\"‘\\\!“\\‘M\"u‘\\\M‘\\\‘\‘\“\\\“\\\\‘\\\]\_‘8\4\.(\)\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
e e
13.00 13.50
5000 m/z 55.10 52.45%
29.0 850
‘ 127.0
w‘kuhh‘NH‘M‘,m‘u‘u“wk“_%$ﬁ9‘u‘“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl- —— —
57.0 13.00 13.50
m/z 41.10 51.69%
5000 85.0
29.0 ‘ 127.0
b L 1550 1880 A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.416 5.14 ng/ul 1220980  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1739 (13.416 min): BM043724.D\data.ms (-1732) ( m/z 57.10 100.00%
57.1
5000 M/\,—JMW
# o
9.1 :
147.1
LR 471 1082 2668 355 . 4310 77.73%
m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 U
13.50
m/z 71.10 55.88%
9.0
1\5.\0‘\ ‘f“ \“‘\ ““ \“ \:!-\4}.‘(‘)\ T \1\9?.\0\ L ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0
——
13.50
5000 m/z 41.10 36.95%
| 0 o0 W
50 || [T ger0 1980
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane —
57.0 13.50
m/z 85.10  33.34%
o \AJVKWAMAJ\ﬂ/AVwap/
200 “\‘ L Fg'o 1410 184.0
— A e
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 25 Naphthalene, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.769 13.57 ng/ul 3223340  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 92

Abundance Scan 1799 (13.769 min): BM043724.D\data.ms (-1793) (- | m/z 156.10 100.00%

156.1
5000
115.1

——
397 71 13.50 14.00

11902 2340  282.0 /7 141,05 70.04%

miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0

5000 1
13.50 14.00
m/z 161.10 65.90%

77.0 115.0
T ‘\39‘\0i‘ ‘\‘h MH‘\ . T \‘\ ““\ U “m\ L B B B B
m/z--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0

I
13.50 14.00

5000 m/z 162.05 63.62%
770 115.0
39.0 ’
- i‘ ‘\‘\ " MH\‘ bp ““ \“\‘ U ‘M‘ P Ceo
m/z--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl- P ——
156.0 13.50 14.00

m/z 155.10  35.17%

5000
77.0 115.0
39.0 | | ‘
Ly Il L1 ‘\H\

— :
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 26 Naphthalene, 1,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.922 17.79 ng/ul 4227770  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 1825 (13.922 min): BM043724.D\data.ms (-1820) (- | m/z 156.10 100.00%
156.1
115.1 ——
391 17 ‘ Ll 2101 2809 3410 1400
Otk lly €202 £009  oRLE m/z 141.85 95.27%
m/z--> 50 100 150 200 250 300 350
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000 L
14.00
1150 m/z 155.10 27.09%
76.0 |
\\?\’9\.0“\“\‘“‘\\‘\‘\“‘\‘\“‘M\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
e
14.00
5000 ITI/Z 115.10 23.09%
77.0 115.0
mo Tl
m/z--> 50 100 150 200 250 300 350
Abundance #33156: Naphthalene, 1,7-dimethyl- —
156.0 14.00
m/z 128.05 18.65%
5000
77.0 115.0
I N — _—
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 27 Tetradecane, 1l-iodo- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.069 6.99 ng/ul 1660970  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 72
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Decane, 2-methyl- 156 C11H24 006975-98-0 62
Abundance Scan 1850 (14.069 min): BM043724.D\data.ms (-1847) (- | m/z 57.10 100.00%
57.1
5000
118.1
T \
179.1 14.00
ol b Ll LT 234 2810 385 . g1 16 g6.24%
m/z--> 0 50 100 150 200 250 300 350
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 —— :
14.00
m/z 43.10 81.43%
155.0
‘ L \‘\‘[ h“ \“‘\“‘ \‘\‘\ !‘ “\ T \].\97‘\0\ L ‘ L ‘3\2\4.\0\‘ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
T \
14.00
5000 m/z 85.10 38.70%
113.0
183.0
L 0
m/z--> 0 50 100 150 200 250 300 350
Abundance #33087: Decane, 2-methyl- T ‘
43.0 14.00
m/z 118.10 34.03%
5000
5.0
141.0
A0 0 S )
m/z--> 0 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 28 Naphthalene, 1,4-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

14.157 4.07 ng/ul 966363  Acenaphthene-dile 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 98
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1865 (14.157 min): BM043724.D\data.ms (-1861) (- | m/z 141.05 100.00%

141.1
5000

115.1 =
“J 14.00 14.50

51.0 77.0 ‘
o‘H,H‘u"uhw“:‘ml‘mH‘m_“lm“‘” 17522041 2331 /7 156.10  93.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0

5000 —— —
14.00 14.50
115.0 m/z 155.10 22.79%
51.0 76.0 ‘ w
“W”‘W‘ﬂWM”MW“‘W‘”Ww”H”‘!”‘W‘”W‘”‘W”‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0
l4i00 14.‘50
5000 m/z 115.10 19.23%
610 770 1150
*H!H*WH“w”www“*w*wwwwﬂwmhw*w*ww*w*ww*w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33151: Naphthalene, 1,2-dimethyl- P e
156.0 14.00 14.50
m/z 128.05 14.94%
5000
51.0 76.0 1150
26.0 Ll ‘W,W_WW,W_

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.492  40.33 ng/ul 9583990  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 68
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 52
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 49
5 Undecane 156 C11H24 001120-21-4 47

Abundance Scan 1922 (14.492 min): BM043724.D\data.ms (-1916) (- m/z 57.10 100.00%
57.1

a

5000
97.1 126.1
‘ ‘ ‘ ‘ 14.50
R 4 allol 1l o1 183.1212.3 2480 n/z 43.10  67.90%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #90202: Dodecane, 2,6,10-trimethyl-
57.0
5000 L
85.0 14.50
127.0 m/z 71.10 64.02%
\‘\H\U\\\ “\‘\hl\“‘\\\‘\““\\‘U\‘\H\‘%\5\\5‘\0\]\-3\3\\()\%]\_\2\‘()\\H‘H\\‘H\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
——
14.50
5000 ITI/Z 41.10 41.33%
29.0 85.0
113.0
“ ‘ \‘\ \\‘ ! 15501830
‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #90204: Dodecane, 2,7,10-trimethyl- ——
57.0 14.50
m/z 55.10 37.17%
5000
29.0 85.0
113 0
1410 1830 -
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 30 Naphthalene, 1-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.651 4.33 ng/ul 1029760  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 70
2 1-But-3-enylnaphthalene 182 C14H14 002489-88-5 49
3 2-Naphthylacetyl chlotide 204 C12H9C10 037859-25-9 47
4 Fumaric acid, 2-methoxyphenyl na... 362 C22H1805 1000405-94-3 43
5 Benzaldehyde, 3-methoxy-4-(1-nap... 292 C19H1603 1000338-37-2 43

Abundance Scan 1949 (14.651 min): BM043724.D\data.ms (-1946) (- | m/z 141.05 100.00%

141.1
5000
170.1

10911 — ——
511 81.1 ‘ ‘ 2041 ) 14.50 15.00
T LA W ‘:‘wwl_H‘?wﬁ?’?“ﬁuwz‘ﬁ?: m/z 170.10  29.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45525: Naphthalene, 1-propyl-
141.0
5000 — .
14.50 15.00

170.0 m/z 115.10  25.54%

0 639 02d ||
\’\f\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #57009: 1-But-3-enylnaphthalene
141.0

——
14.50 15.00
5000 m/z 109.10  17.10%

182.0
om0 | |
AU SN A SR AR R A R A A

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79834: 2-Naphthylacetyl chlotide — ——
141.0 14.50 15.00

m/z 142.05 15.65%

5000
63.0 204.0
11$ 0 M 175.0 ‘

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 31 Naphthalene, 1,4,6-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.727 9.33 ng/ul 2217400  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 90
2 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 64
3 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 64
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 60
5 Ethanone, 1-(1-Naphthalenyl)- 176 C12H100 000941-98-0 53

Abundance Scan 1962 (14.727 min): BM043724.D\data.ms (-1958) ({ | m/z 155.10 100.00%

155.1
5000
T

95.1
1450 15.00
204.2
,Huwum‘wmdum LM HHWnM HW‘HH‘HH‘HH?§9?H?§%f m/z 170.10  47.86%

m/z--> 20 40 60 80 100 120 140 160 180200220240260280
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0

5000 — SELA
14.50 15.00
115.0 m/Z 175.10 19.63%
63.0 | M
m/z--> 20 40 60 80 100120140 1é0 1é0 2(50 22‘0 24‘10 ZéO ZéO
Abundance #45545: Naphthalene, 2-(1-methylethyl)-
155.0
14i50 15.‘00
5000 ITI/Z 95.10 19.59%
390 760 1150
wH*wH*NH$MH*MH*wL*w”*w”‘ww*ww*ww*ww*ww*ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45546: Naphthalene, 2-(1-methylethyl)- —— ——
155.0 14.50 15.00

m/z 81.10 17.49%

5000 Wm“/\AAA/vL\V/wJVAA;

7 12 .0
39.0 700 i

|
e e e e e e e e e e T T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 32 Naphthalene, 2,3,6-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.074  27.12 ng/ul 6445120  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95

Abundance Scan 2021 (15.074 min): BM043724.D\data.ms (-2017) ({ | m/z 170.10 100.00%
170.1
- MMN
wy s 2 w0
O e (e WA 2182 2811 8411 n/z 155.10  84.97%
miz--> 50 100 150 200 250 300
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
5000 S :
15.00
m/z 153.05 21.86%
84.0 1280
\?’\7\.0‘ ‘\‘ \‘ h‘\‘m\ ‘ T ‘h\ ‘\‘ ’H‘ \‘M‘ L ‘ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
— T T
15.00
5000 m/z 169.10 19.75%
128.
39.0 76.0 z‘so H |
Y S ——
miz-> 50 100 150 200 250 300
Abundance #45539: Naphthalene, 2,3,6-trimethyl- = ‘
170.0 15.00
m/z 152.05 17.26%
B N\MML\
128.0
a0 890 e Shl
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 33 Sulfurous acid, 2-propyl tr... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.110 5.43 ng/ul 1289370  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 80
4 Nonadecane 268 C19H40 000629-92-5 74
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 2027 (15.110 min): BM043724.D\data.ms (-2025) ({ | m/z 57.10 100.00%

57.1
5000

J “ 161.1 15f00 15.50
obAtbhbiny 12292 e m/z 43.10  79.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester M
43.0
5000 — ——
15.00 15.50

m/z 71.10 77.18%

1.0
H“\‘\H\\H?‘-\U\“H‘]\.\SE"O\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 0 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane

57.0

——
15.00 15.50
5000 m/z 85.10  52.49%

‘ “HT;Q;97.0267.0337.0 463.0 561.0
N L
miz--> 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #170576: Sulfurous acid, 2-propyl undecyl ester ——
43.0 15.00 15.50

m/z 41.10 42.87%

5000 MA/JL
s

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50

al
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42

Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.445 58.77 ng/ul 13964300  Acenaphthene-di1e 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2084 (15.445 min): BM043724.D\data.ms (-2077) (+ | m/z 57.10 100.00%

57.1
5000
——
h 99. 14 2 15.50
obLh i 4] “M 0.2 190122632669  341.0 = ./, 43,10 70.08%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 T

15.50
m/z 71.10 57.33%
|

\‘ ‘\ H 990 141.0 183.0 226.0

miz--> 100 150 200 250 300 350

e

Abundance #107232: Pentadecane, 7-methyl-
57.0
15.50
5000 ITI/Z 85.10 37.77%
‘ 112.0
i Lm0 e
m/z--> 100 150 200 250 300 350
Abundance #158600: Nonadecane —
57.0 15.50
m/z 41.10 33.50%
- JMMAAN/JVJ\x“ﬂN/\j\J
99.0
LT 14101830 268.0
il A e P
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M

: SVOA CALIBRATION

: 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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.857 99.93 ng/ul 23745900  Acenaphthene-di1e 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 50
3 Tetracosane 338 C24H50 000646-31-1 49

4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 49
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 47

Abundance Scan 2154 (15.857 min): BM043724.D\data.ms (-2149) (- | m/z 57.10 100.00%
57.1
5000 vjkavfwﬁ\j\V\Aﬂ//&Jjﬂ
‘ “ ‘991 15T1 15.50 16.00
ol d Ll L [4051 239.32761 3269 . 7116 51.77%
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — —
15.50 16.00
m/z 43.10 41.75%
[y “ | | 141.0 1830 2390
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
— —r
15.50 16.00
5000 ITI/Z 85.10 24.99%
99.0
L0 e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane “ T
57.0 15.50 16.00
m/z 41.10 19.92%
h w}\&WHN/\/\fJV\/A/JA
99.0
LA bl h\ | 1410 183.0 225.0 2670  338.0
““‘ A e — —
mlz--> 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42

Operator : MA/JU

Sample : 05952-07

Misc

ALS Vial 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 36 Dibenzofuran, 4-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.945 38.08 ng/ul 9048390  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 64
2 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 64
3 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H1e0 003218-36-8 62
4 9H-Fluoren-9-ol 182 C13H100 001689-64-1 59
5 9H-Fluoren-3-ol 182 C13H100 006344-67-8 58

Abundance Scan 2169 (15.945 min): BM043724.D\data.ms (-2166) (- | m/z 182.10 100.00%
18p.1
5000
43.1
—
‘ Bo.1 145r1 16.00
ol M U it ML 219-2 271.0 3421 0 987 19 97.37%
miz--> 50 100 150 200 250 300 350
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
5000 T
16.00
m/z 43.10 30.97%
390 70‘
LI \ ‘ \“‘ \HL\ ‘\ T “\.\ i” T 1 T ‘ L ‘ L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #56943: 2,4,6-Cycloheptatrien-1-one, 2-phenyl-
181.0
—r
16.00
5000 m/z 71.10  30.94%
76.0 ‘
o lmso ||
m/z--> 50 100 150 200 250 300 350
Abundance #56940: [1,1'-Biphenyl]-4-carboxaldehyde ——
182.0 16.00
m/z 57.10 24.30%
5000
76.0
300 .1, 20
e e ! —r
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42

Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

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

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

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.345 30.67 ng/ul 61078500  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 76
2 Pentadecane, 4-methyl- 226 C16H34 002801-87-8 64
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 60
4 5,5-Dibutylnonane 240 C17H36 006008-17-9 58

5 Pentadecane, 2,6,10,14-tetramethyl- 268

C19H40

001921-70-6 58

Abundance Scan 2237 (16.345 min): BM043724.D\data.ms (-2228) (- m/z 57.10 100.00%
57.1
5000 w
113.2 - T
“ ‘ ‘ 183.3 16.00 16.50
ol b bl [ i8L, | 2833 3271 hp 7115 87.03%
miz--> 50 100 150 200 250 300
Abundance #45501: Decane, 3,7-dimethyl-
43.0
5000 — ——
85.0 16.00 16.50
‘ m/z 43.10 52.47%
127.0
\‘\ “““\ H\H\H‘ T \“\ \‘ ‘]-\7\0.\0\ ‘ L ‘ L ‘ L
mi/z--> 50 100 150 200 250 300
Abundance #107233: Pentadecane, 4-methyl-
71.0
— ——
16.00 16.50
5000 ITI/Z 85.15 38.81%
183.0
29 113.0 H
AT, L s
m/z--> 50 100 150 200 250 300
Abundance #74015: Tridecane, 7-methyl- — —
57.0 16.00 16.50
m/z 41.10 22.55%
5000
112.0
1830 B
m/z--> 50 100 150 200 250 300 16.00 16.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:33:47 2024

Page: 38



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 38 unknown-07 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.168 20.00 ng/ul 39824900  Phenanthrene-d1e 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 spiro[9H-fluorene-9,2'-[2H]thiop... 264 C18H16S 1010401-62-6 47
2 1,2-Naphthalenediol, 1,2,3,4-tet... 268 C18H2002 051086-37-4 38
3 4-(4-Methylphenyl)benzaldehyde 196 C14H120 036393-42-7 30
4 Nonadecane 268 C19H40 000629-92-5 30
5 Phenol, pentachloro- 264 C6HC150 000087-86-5 25

Abundance Scan 2377 (17.168 min): BM043724.D\data.ms (-2374) (- m/z 57.20 100.00%

51.2 196.2
265.9
5000

—
| | 17.00 1750
ALl 309.0385.2 415.  ;m/z 196.15  82.96%

m/z--> 50 100 150 200 250 300 350 400
Abundance #153440: spiro[9H-fluorene-9,2'-[2H]thiopyran], 3',6'-dihy
196.0

5000 T
266.0 17.00 17.50
m/z 71.15 73.20%

152.0
390 w080 iyl Lo
m/z--> 50 100 150 200 250 300 350 400
Abundance #158541: 1,2-Naphthalenediol, 1,2,3,4-tetrahydro-3,3-dir
195.0

—
17.00 17.50

5000 ITI/Z 195.15 72.89%
43.0 119.0 268.0
_ ““,‘u‘““‘\ \;‘ ‘\w b “\‘\“‘H Ay 1 E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #71687: 4-(4-Methylphenyl)benzaldehyde e o
196.0 17.00 17.50

m/z 265.95 67.88%

152.0
5000
82.0
390 P00 | )

—— \
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 39 1,2,3,6,7,8-Hexachlorodiben... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.939  20.00 ng/ul 12720800  Perylene-di12 23.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,6,7,8-Hexachlorodibenzo-p-... 388 C12H2C1602 057653-85-7 93
2 1,2,3,7,8,9-Hexachlorodibenzo-p-... 388 C12H2C1602 019408-74-3 89
3 4H-1-Benzopyran-2-carboxylic aci... 390 C12H8Br205 030113-88-3 16
4 Silane, dimethyl(2-methylphenoxy... 392 C24H4402Si 1000346-96-3 15
5 Anthra[2,1,9-def:6,5,10-d'E'f']d... 390 C24H1ON204 1000310-88-9 14
Abundance Scan 3528 (23.939 min): BM043724.D\data.ms (-3523) (- | m/z 389.90 100.00%
389.9
5000
203.0 4619
131.0 ‘ ‘24\00‘
264.0 326.9 \ :
0kt m‘J L ‘n k “' ‘\‘M‘.Uw\‘ l”‘“‘m“m IR T \‘ e ‘L\‘ - §§§ ‘2 m/z 391.90 77.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #293528: 1,2,3,6,7,8-Hexachlorodibenzo-p-dioxin
390.0
5000 LR
327.0 24.00
264.0 m/z 387.90 51.54%
108.0 195.0 ‘ H /
\\‘\\\\“‘}‘1\"\”“\‘\\\n‘\\\\‘\“\\\‘\\\\“‘\\\ “\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #293529: 1,2,3,7,8,9-Hexachlorodibenzo-p-dioxin
390.0
e
24.00
5000 ITI/Z 461.90 33.72%
327.0
1080 1950 2640 ‘
H‘mu‘H“"”\mwmw“‘me‘wm -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #294948: 4H-1-Benzopyran-2-carboxylic acid, 6,8-dibrom o
392.0 24.00
m/z 393.90 33.14%
5000
74.0 26‘3 0 33‘6 o‘
Il R O W |
R R R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 40 2,4,5-Trichlorophenyl disul... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.509 52.77 ng/ul 33562700  Perylene-di12 23.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,5-Trichlorophenyl disulfide 422 C12H4C16S2 003808-87-5 81
2 4-(2-Bromophenyl)-2-[(2-bromophe... 424 C16H10Br2s2 1000444-65-0 25
3 5,5'-Dibromo-2,2"'-bibenzo(b)thio... 422 C16H8Br2s2 007312-21-2 25
4 Tetrabromocatechol 422 C6H2Br402 000488-47-1 20
5 2,3,5,6-Tetrabromohydroquinone 422 C6H2Br402 002641-89-6 14

Abundance Scan 3795 (25.509 min): BM043724.D\data.ms (-3786) (- | m/z 246.90 100.00%

246.9
423.9 4958

87.0
167.0

5000

360.9 25.50

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

Abundance #313867: 2,4,5-Trichlorophenyl disulfide
2138.0 424.0

5000 DA ‘

m/z 423.90  76.93%

69.0 1410 356.0
\\\\‘f‘“\‘”\l\‘J""“\l\\{h’\uf‘L\‘ \1\\‘2\\8%.‘()\\\\“”“\\\T‘\\ \‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314725: 4-(2-Bromophenyl)-2-[(2-bromophenyl)methylid
426.0

T
25.50

5000 m/z 425.90 74.02%
89.0 165.0 266.0
L7.0 p ‘ " Ly H L 347.0
v e e b e TRl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #313900: 5,5'-Dibromo-2,2'-bibenzo(b)thiophene e ‘
424.0 25.50

m/z 244.90  68.83%

5000
132.0 264.0
344.0
690 | 1940 | i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43724.D

Acqg On : 03 Jan 2024 09:42
Operator : MA/JU

Sample : 05952-07

Misc :

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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|
Hexanal, 2-ethyl- 6.851 4.2 ng/ul 295148 1 7.957 1404560 20.0
1-Hexanol, 2-et... 8.022 50.0 ng/ul 3509580 1 7.957 1404560 20.0
Hexanoic acid, ... 9.269 5.9 ng/ul 417192 1 7.957 1404560 20.0
Phenol, 2-metho... 10.069 4.0 ng/ul 441663 2 10.763 2225350 20.0
unknown-01 10.116 2.4 ng/ul 262632 2 10.763 2225350 20.0
1,3-Pentanediol... 10.281 8.6 ng/ul 960699 2 10.763 2225350 20.0
1,3-Hexanediol,... 10.986 10.1 ng/ul 1121730 2 10.763 2225350 20.0
1,3-Hexanediol,... 11.075 15.2 ng/ul 1687880 2 10.763 2225350 20.0
unknown-02 11.498 2.6 ng/ul 288398 2 10.763 2225350 20.0
Nonanoic acid 11.586 6.8 ng/ul 753632 2 10.763 2225350 20.0
unknown-03 11.639 7.2 ng/ul 795624 2 10.763 2225350 20.0
unknown-04 11.686 3.2 ng/ul 359332 2 10.763 2225350 20.0
1H-Indene, 1,1-... 11.798 7.4 ng/ul 824723 2 10.763 2225350 20.0
unknown-05 11.863 2.6 ng/ul 290100 2 10.763 2225350 20.0
unknown-06 11.998 4.0 ng/ul 449243 2 10.763 2225350 20.0
5-Isopropyl-3,3... 12.180 12.8 ng/ul 1427330 2 10.763 2225350 20.0
Benzo[b]thiophe... 12.322 3.8 ng/ul 417250 2 10.763 2225350 20.0
Phthalic anhydride 12.551 3.6 ng/ul 399265 2 10.763 2225350 20.0
(DEL) Alkane: S... 12.828 19.1 ng/ul 4540150 3 14.598 4752370 20.0
(DEL) Alkane: S... 13.122 3.1 ng/ul 748208 3 14.598 4752370 20.0
(DEL) Alkane: S... 13.416 5.1 ng/ul 1220980 3 14.598 4752370 20.0
Naphthalene, 2,... 13.769 13.6 ng/ul 3223340 3 14.598 4752370 20.0
Naphthalene, 1,... 13.922 17.8 ng/ul 4227770 3 14.598 4752370 20.0
Tetradecane, 1-... 14.069 7.0 ng/ul 1660970 3 14.598 4752370 20.0
Naphthalene, 1,... 14.157 4.1 ng/ul 966363 3 14.598 4752370 20.0
(DEL) Alkane: S... 14.492 40.3 ng/ul 9583990 3 14.598 4752370 20.0
Naphthalene, 1-... 14.651 4.3 ng/ul 1029760 3 14.598 4752370 20.0
Naphthalene, 1,... 14.727 9.3 ng/ul 2217400 3 14.598 4752370 20.0
Naphthalene, 2,... 15.074 27.1 ng/ul 6445120 3 14.598 4752370 20.0
Sulfurous acid,... 15.110 5.4 ng/ul 1289370 3 14.598 4752370 20.0
(DEL) Alkane: S... 15.445 58.8 ng/ul 13964300 3 14.598 4752370 20.0
(DEL) Alkane: S... 15.857 99.9 ng/ul 23745900 3 14.598 4752370 20.0
Dibenzofuran, 4... 15.945 38.1 ng/ul 9048390 3 14.598 4752370 20.0
(DEL) Alkane: S... 16.345 30.7 ng/ul 61078500 4 17.410 39824900 20.0
unknown-07 17.168 20.0 ng/ul 39824900 4 17.410 39824900 20.0
1,2,3,6,7,8-Hex... 23.939 20.0 ng/ul 12720800 6 23.997 12720800 20.0
2,4,5-Trichloro... 25.509 52.8 ng/ul 33562700 6 23.997 12720800 20.0
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