LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc :

ALS Vvial : 50 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO16126.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.305 17 20 24 rBV3 32503 45833 0.59% 0.044%
2 3.346 24 27 36 rVB 77299 104944 1.34% 0.102%
3 3.793 101 103 126 rBV 649257 1383603 17.68% 1.342%
4 4,111 154 157 166 rVB3 20675 37863 0.48% 0.037%
5 4.534 226 229 236 rVvB2 14971 24283 0.31% 0.024%
6 4.652 245 249 255 rVB6 18311 31605 0.40% 0.031%
7 4.840 276 281 286 rVB4 13937 23205 0.30% 0.023%
8 7.211 677 684 702 rBV 643685 2065831 26.39% 2.003%
9 7.346 702 707 735 rVWVW 761555 1818876 23.24% 1.764%
106 7.552 735 742 768 rVW 936123 2107688 26.93% 2.044%
11 8.016 814 821 843 rBV 785441 2013269 25.72% 1.953%
12 8.616 917 923 926 rBV7 5899 9617 0.12% 0.009%
13 8.669 929 932 937 rvVB6 7061 11539 0.15% 0.011%
14 8.763 942 948 981 rBV 823636 2674603 34.17% 2.594%
15 9.216 1018 1025 1049 rBV 813587 2158935 27.58% 2.094%
16 9.534 1075 1079 1082 rVB6 6158 8923 0.11% 0.009%
17 9.952 1142 1150 1179 rBV 539819 1889315 24.14% 1.832%
18 10.228 1192 1197 1202 rBV6 12431 23082 0.29% 0.022%
19 10.452 1229 1235 1241 rBV1e 5080 12621 0.16% 0.012%

20 10.534 1241 1249 1290 rBV 525651 2603825 33.27%  2.525%

21 10.846 1294 1302 1320 rVB 1307288 3059415 39.09% 2.967%
22 11.040 1327 1335 1367 rBV 531703 2326646 29.72%  2.256%
23 11.722 1445 1451 1454 rBV8 4653 8587 0.11% 0.008%
24 12.028 1497 1503 1509 rBvV2 29876 55077 ©.70% ©.053%
25 12.310 1548 1551 1555 rVB5 8564 12447 0.16% 0.012%
26 12.387 1559 1564 1565 rBV5 11066 14212 0.18% 0.014%
27 12.516 1577 1586 1589 rBv8 12785 32306 0.41% 0.031%
28 12.575 1592 1596 1600 rVB5 8151 14223 ©.18% 0.014%
29 12.751 1622 1626 1628 rBV5 10213 14236 0.18% 0.014%
30 12.869 1642 1646 1649 rBV5 4640 8643 0.11% 0.008%
31 12.957 1653 1661 1665 rBv2 31027 77191 0.99% 0.075%
32 13.040 1671 1675 1685 rVB 48134 90203 1.15% 0.087%
33 13.134 1686 1691 1697 rBV3 35533 77992 1.00% 0.076%
34 13.198 1697 1702 1710 rVB4 41523 80460 1.03% 0.078%
35 13.293 1710 1718 1722 rBV7 25233 72381 ©0.92% 0.070%
36 13.363 1726 1730 1734 rBv4 24343 44149 0.56% ©0.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc :

ALS Vvial : 50 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP062623.MA.M
Title : SVOA CALIBRATION
37 13.522 1755 1757 1761 rBV4 14479 20433 0.26% 0.020%
38 13.575 1764 1766 1771 rVB2 25159 31924 0.41% 0.031%
39 13.675 1776 1783 1790 rVB3 154404 364030 4.65% 0.353%
40 13.734 1791 1793 1795 rBvV3 12087 11244 0.14% 0.011%
41 13.769 1795 1799 1804 rVV2 47463 69959 0.89% 0.068%
42 13.875 1814 1817 1820 rVB4 21557 24325 0.31% 0.024%
43 13.916 1820 1824 1828 rBV3 24184 40075 0.51% 0.039%
44 13.993 1834 1837 1842 rBV6 16408 27860 0.36% 0.027%
45 14.087 1846 1853 1878 rBV 1978454 4236627 54.13% 4.109%
46 14.269 1879 1884 1886 rBV2 17118 34215 0.44% 0.033%
47 14.363 1894 1900 1921 rBV 2928982 5053584 64.56% 4.901%
48 14.575 1932 1936 1940 rVB 128907 158116 2.02% 0.153%
49 14.669 1946 1952 1968 rBV 2563779 4338704 55.43% 4.208%
50 14.793 1969 1973 1977 rVB3 77330 97332 1.24% 0.094%
51 14.840 1979 1981 1984 rvB2 28651 30548 0.39% 0.030%
52 14.975 2002 2004 2005 rBv2 20649 18415 0.24% 0.018%
53 15.022 2005 2012 2020 rBV4 193203 717976 9.17% 0.696%
54 15.440 2080 2083 2088 rBV3 62820 119542 1.53% 0.116%
55 15.551 2099 2102 2107 rVB 214315 258878 3.31% 0.251%
56 15.675 2116 2123 2136 rBV 2931365 6498697 83.03% 6.303%
57 15.869 2151 2156 2170 rBV3 347636 1135501 14.51% 1.101%
58 16.045 2182 2186 2195 rVB 809646 1234244 15.77% 1.197%
59 16.187 2207 2210 2214 rVB3 85833 108433 1.39% 0.105%
60 16.298 2223 2229 2233 rBV 241812 391403 5.00% 0.380%
61 16.598 2276 2280 2291 rVB3 289979 645860 8.25% 0.626%
62 16.763 2304 2308 2315 rVB 779694 1044705 13.35% 1.013%
63 16.834 2316 2320 2324 rVV 298864 391711 5.00% ©.380%
64 16.881 2325 2328 2337 rVB3 116964 256757  3.28% 0.249%
65 17.092 2362 2364 2366 rBvV2 57471 62953 0.80% 0.061%
66 17.434 2416 2422 2432 rBV2 3299150 5708281 72.93% 5.536%
67 17.539 2433 2440 2449 rBV 2947864 6447812 82.38% 6.253%
68 18.157 2541 2545 2553 rVB 581547 899819 11.50% ©.873%
69 18.292 2564 2568 2575 rVB3 592338 979694 12.52% 0.950%
70 18.733 2639 2643 2651 rVB2 705488 1280369 16.36% 1.242%
71 19.081 2698 2702 2709 rBV 1029022 1318990 16.85% 1.279%
72 19.145 2709 2713 2719 rVB2 411394 594557 7.60% 0.577%
73 19.516 2773 2776 2781 rBV3 176573 239669 3.06% 0.232%
74 19.610 2788 2792 2796 rBV 788408 877722 11.21% 0.851%
75 19.675 2800 2803 2805 rBV 242422 263492 3.37% 0.256%
76 19.769 2814 2819 2838 rBV 3834679 7827372 100.00% 7.591%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc :

ALS Vvial : 50 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP062623.MA.M
Title : SVOA CALIBRATION

77 20.128 2876 2880 2884 rBV 490578 590754 7.55% 0.573%
78 20.598 2957 2960 2964 rVB 375821 396279 5.06% 0.384%
79 20.716 2978 2980 2984 rBV 159346 156081 1.99% 0.151%
80 20.845 2998 3002 3005 rBV 1009866 1071892 13.69%  1.040%
81 20.910 3010 3013 3017 rVB 320622 352472 4.50% 0.342%
82 21.169 3055 3057 3060 rBV2 196867 182510 2.33% 0.177%
83 21.222 3061 3066 3073 rVV2 542172 1299605 16.60% 1.260%
84 21.280 3073 3076 3082 rVB 706880 834162 10.66% ©0.809%
85 21.345 3084 3087 3093 rVB2 308511 385403 4.92% 0.374%
86 21.539 3115 3120 3131 rBV2 2145116 5142499 65.70% 4.987%
87 21.716 3148 3150 3158 rVB 384169 460629 5.88% 0.447%
88 22.457 3272 3276 3283 rVB 648815 923670 11.80% 0.896%
89 22.751 3322 3326 3333 rVB 786210 1207251 15.42% 1.171%
90 23.010 3367 3370 3376 rVB 345970 523254 6.68% 0.507%
91 23.898 3515 3521 3537 rVB2 2446423 6013825 76.83% 5.832%

92 24.074 3544 3551 3573 rVB 1403348 4672145 59.69% 4.531%

Sum of corrected areas: 103111887
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Jul 2023 11:08
: MA/JU
: 03356-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
BP016126.D

: 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BP016126.D\data.ms

46 8. 016 8.763 9.216
3.793 0. 952 10.534
B3 4.111 4B8BBBAO 9.534

0
Time-->
Abundance

4000000

3000000

2000000

1000000

350 4.00 450 5.00 5.50 6.00 6.50 700 7.50 800 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: BP016126.D\data.ms

19.769
17.434
15.675 1539
14.363 '
14.669
14.087

19081

18.733 :

16.045 16.763 18].%%92 | 20.128
l ‘ 1 1451 " 675 1
5.86916.2965.508834 L AR
15.53 1 187 )\ h 881092 1

022
- Sagsiprs. 15440
2,022 ARERTR HRGESRATERIGa 269 DY

0

Time-->  12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

4000000

3000000

2000000

TIC: BP016126.D\data.ms

23.898

10000001+

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_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.045 5.69 ng/ul 1234240  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2186 (16.045 min): BP016126.D\data.ms (-2182) (- m/z 105.00 100.00%

105.0
5000 182.1
RN
39 . 16.00
O P b o 2835 3410 414.8 48505435 yyz 77.00  70.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 T ‘
182.0 16.00
m/z 182.05 46.63%
271.0‘ 11 n \
\\\1‘!\\!y\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
N
182.0 16.00 .
5000 m/Z 51.00 29.06%
27.0 l
T e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone — ‘
105.0 16.00
m/z 50.00 9.55%
182.0
5000
A ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016126.D

Acqg On : 09 Jul 2023 11:08

Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 2 Methanone, (1-hydroxycycloh... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.508  2.26 ng/ul 645866 Phenanthrene-die 17.434

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 83

3 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 53
4 Furan, 2,5-diethyltetrahydro- 128 C8H160 041239-48-9 50
5 2-Methylcyclosarin 194 C8H16FO02P 085473-32-1 47

Abundance Scan 2280 (16.598 min): BP016126.D\data.ms (-2276) (- m/z 99.00 100.00%
99.0

5000

—

== =

4TW ‘ 182.1  280.1 1050 17.00
oAbl 1821 2801 3861 467.0 544l . g1 ge  75.32%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0

o

5000 - -

16.50 17.00
m/z 77.00 38.44%

i

\Hwhw“““H\H‘w‘H‘M‘H\H‘W‘H‘M‘H\H‘W‘H‘M

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

Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0

T —
16.50 17.00

5000 m/z 55.00 25.60%

41.
— L‘H%zqqu‘w‘uW‘H‘_‘H_‘H‘H‘wu‘w‘ A$MA”MWAJ\NAAﬁW&H

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

Abundance #14895: Cyclohexanol, 1-(aminomethyl)- —— —
99.0 16.50 17.00
30.0 m/z 57.00 21.36%
- MLAM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Diethylmalonic acid, monoch... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.763 3.66 ng/ul 1044710  Phenanthrene-d10 17.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylmalonic acid, monochlorid... 296 C15H27C103 1010369-49-2 50
2 2-Azido-2,4,4,6,6,8,8-heptamethy... 267 C16H33N3 1000293-29-1 50
3 N-(3-Fluoro-phenyl)-2-piperazin-... 237 C12H16FN30 1000484-49-3 37
4 Acetamide, N-ethenyl-N-methyl- 99 C5HO9NO 003195-78-6 37
5 2-Chloro-2,4-dimethylpentane 134 C7H15C1 035951-33-8 36

Abundance Scan 2308 (16.763 min): BP016126.D\data.ms (-2304) (- m/z 57.00 100.00%
57.0

5000

%

—r —
‘l 1552 16.50 17.00
AL T 224.2 295.1355.1414.7474.0534.9 0 99 10 55.54%

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

Abundance #186369: Diethylmalonic acid, monochloride, 2,4,4-trimet
57.0

o

|

5000
16.50 17.00

m/z 41.00 23.67%

161.0
H [y, 233.0

\\l‘WW’lH\i‘\\‘\\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\H‘\

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

Abundance  #156929: 2-Azido-2,4,4,6,6,8,8-heptamethylnonane
57.0

-

— ——
16.50 17.00
5000 m/z 69.00  20.52%

Il h 90

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119499: N-(3-Fluoro-phenyl)-2-piperazin-1-yl-acetamide — e
99.0 16.50 17.00

m/z 43.00 19.34%

5000

28.0 | 195.0

g

7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Oxalic acid, cyclohexylmeth... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.157 3.15 ng/ul 899819  Phenanthrene-di10 17.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl de... 326 C19H3404 1000309-68-7 59
2 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 53
3 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 53
4 2,4,4,6,6,8,8-Heptamethyl-2-nonene 224 C16H32 039761-73-4 50
5 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1010309-22-7 50
Abundance Scan 2545 (18.157 min): BP016126.D\data.ms (-2541) (-  m/z 97.05 100.00%
97.0
5000
—— —
5 #‘ ner 224 ‘ 18.00 18.50
ol %94 L) 1681 2431 3224 4009 490.1548. ./, 57.00  61.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #231779: Oxalic acid, cyclohexylmethyl decyl ester
97.0
5000 —r ——
18.00 18.50
m/z 55.00 23.80%
bl
\‘4%“\'!IW\\‘f“\\T"‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12894: 1H-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethyl-
97.0
—— —
18.00 18.50
5000 ITI/Z 43.00 17.91%
8.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #150333: Sulfurous acid, cyclohexylmethyl isohexyl ester T —
97.0 18.00 18.50
m/z 41.00 15.70%
5000
o |
T S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 5 Tridecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.292 3.43 ng/ul 979694  Phenanthrene-d1e 17.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tridecanoic acid 214 C13H2602 000638-53-9 96

2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81

Abundance Scan 2568 (18.292 min): BP016126.D\data.ms (-2564) (-  m/z 73.00 100.00%
73.0

5000
2132 = I
m 102, 18.00 18.50
0L bl JMu_Hm‘“%7‘4?;"?’?7‘1‘41“?‘97‘147_5‘3‘3‘9 m/z 43.00  88.10%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
5000 —— —
1710 18.00 18.50
‘ m/z 60.00 82.01%
‘ ‘\ ‘”\ ‘m Il lu‘

TTTr H‘HH‘HH‘\\H‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘\

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

Abundance #109281: Tetradecanoic acid
73.0
— =
18.00 18.50
5000 m/z 55.00 70.02%
L 228.0
30\ \
mm“ﬁ\ﬂ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid T ——
43.0 256.0 18.00 18.50
m/z 41.00 69.61%
5000
129.0
i1 Tt o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Benzene, (1-methyltridecyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.733 4.49 ng/ul 1280370  Phenanthrene-d10 17.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 58
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 47
3 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 47
4 Hydratropic acid, dodecyl ester 318 C21H3402 1000415-06-9 47
5 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 47
Abundance Scan 2643 (18.733 min): BP016126.D\data.ms (-2639) (- m/z 105.00 100.00%
105.0
5000
— —
41? 2743 18.50 19.00
O ddplll 1751 27893363 401.0462.9 6325 1/, 196,00  13.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166414: Benzene, (1-methyltridecyl)-
105.0
5000 —r— —
18. 50 19.00
m/z 12.79%
41.0 274.0
‘\\‘J\\U“\WH\\\‘\\W\’Z\.\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96886: Benzene, (1-methylnonyl)-
105.0
18 50 19 00
5000 m/z 11.57%
41.0 218.0
it |
R AR s AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148574: Benzene, (1-methyldodecyl)-
105.0 18 50 19 00
m/z 10.04%
5000
430 | 166.0 260.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 50 19 00

SFAM-EPA-BP062623.MA.M Mon Jul 10 03:41:06 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 wunknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.081 4.62 ng/ul 1318990  Phenanthrene-d10 17.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 47
2 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 055013-32-6 43
3 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 40
4 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 38
5 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 38
Abundance Scan 2702 (19.081 min): BP016126.D\data.ms (-2698) (- 57.00 100.00%
57.0
5000 W
=
ob b L4l | 2151277.33363 40094619 _ 549, 99.10  93.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91505: (.+/-.)-Dethiobiotin
99.0
5000
1900
m/z 69.00 26.73%
419 156.0214.0
\\\‘111\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33923: 2(3H)-Furanone, 5-butyldihydro-4-methyl-, cis-
99.0
I \
19.00
5000 m/z 41.00 23.73%
42.0
J“lﬂ-’ L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197314: Hexanoic acid, 5-tridecyl ester ——
99.0 19.00
m/z 55.00 23.68%
5000
}’ 182.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 1-Isobutyl-3-methylbutyl me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.145 2.08 ng/ul 594557  Phenanthrene-d10 17.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isobutyl-3-methylbutyl methylp... 224 C10H22FO2P 193090-16-3 50
2 3,5,5-Trimethyl-1-hexyl methylph... 224 C10H22F02P 1000298-44-9 42
3 Hexanoic acid, 3-tetradecyl ester 312 C20H4002 1010279-29-7 40
4 Phthalic acid, di(2,4-dimethylpe... 362 C22H3404 1000356-85-5 40
5 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 38

Abundance Scan 2713 (19.145 min): BP016126.D\data.ms (-2709) (- m/z 57.00 100.00%
57.0

—r— —
‘ ‘ ‘ | ’ 15?'1 | 19.00 19.50
bt L | 224.3281.0 356.0 429.04868549.  p/z 99.10  96.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #103564: 1-Isobutyl-3-methylbutyl methylphosphonofluori
99.0
5000 s =
19.00 19.50
4L m/z 69.00  25.36%
L], =0
\\“\UH‘\‘T\“\ \‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #103557: 3,5,5-Trimethyl-1-hexyl methylphosphonofluoric
99.0
—r— —
19.00 19.50
5000 m/z 111.10 24.40%
41.
‘ ‘ ‘ 168.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #214966: Hexanoic acid, 3-tetradecyl ester — —
99.0 19.00 19.50
m/z 41.00 23.32%
41.0
5000
HIR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 unknown-02 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.610  3.41 ng/ul 877722 Chryseme-diz 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 36

1000383-21-4 27
1000334-83-1 23
1000309-19-5 17
089601-36-5 12

2 Carbonic acid, but-2-yn-1-yl eic... 394 C25H4603
3 5,11-Diethyl-8-methyl-7,9-dioxap... 286 C18H3802
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S
5 Thiocyanic acid, 1,1,3,3-tetrame... 171 C9H17NS

Abundance Scan 2792 (19.610 min): BP016126.D\data.ms (-2788) (- m/z 57.00 100.00%
57.0

5000 ij\bu
— —
| ‘ || ‘ 169.2  281.1343.1 416.1 482.4540.7 19:50 2009
R B e s m/z 113.10  45.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24449: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 —_ B
19.50 20.00
“ m/z 111.10  17.05%
WVHHW‘IW“I’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298356: Carbonic acid, but-2-yn-1-yl eicosyl ester
57.0
— —
19.50 20.00
5000 15.0 m/z 69.00 17.00%

u .\HMMSN 2780 3650

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181802: 5,11-Diethyl-8-methyl-7,9-dioxapentadecane P b
57.0 19.50 20.00
m/z 55.00 16.43%

157.0

5000

AL b 271.0

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

SFAM-EPA-BP062623.MA.M Mon Jul 10 03:41:07 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Isoxazole, 3,5-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.128 2.30 ng/ul 590754  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 53
2 1,2,4-0Oxadiazol-5-amine, 3-(4-am... 264 C9H8N602S 1000351-26-9 50
3 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 42
4 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 42
5 1H-Pyrazole, 4,5-dihydro-3-methy... 126 C7H14N2 026964-49-8 40

Abundance Scan 2880 (20.128 min): BP016126.D\data.ms (-2876) (- m/z 97.10 100.00%
97.1

5000
— —
39 155.1 378.3 2000 2050
o 2ARLL 1L 1551 224.22840 378343865032 u/; 57,00  44.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3333: Isoxazole, 3,5-dimethyl-
97.0
5000 T ‘ T T T
20.00 20.50
m/z 99.10 26.92%
39.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153659: 1,2,4-Oxadiazol-5-amine, 3-(4-amino-1,2,5-oxa
97.0

T T
20.00 20.50
5000 m/z 55.00  20.05%

0 L dss0 2640

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

Abundance  #13153: Furan, 2,3-dihydro-4-(1-methylpropyl)-, (S)- P P
97.0 20.00 20.50
m/z 43.00 13.24%

5000

Wl“dJ

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 unknown-@3 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.845 4.17 ng/ul 1071890  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 47
2 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 42
3 Succinic acid, 4,4-dimethylpent-... 314 C18H3404 1000381-71-8 40
4 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 38
5 Succinic acid, di(2,4-dimethylpe... 314 C18H3404 1000349-36-7 37

Abundance Scan 3002 (20.845 min): BP016126.D\data.ms (-2998) (-  m/z 99.10 100.00%

99.1
5000
41. - T
| ‘ } t l 15%2 20.50 21.00
obrthibidy o2 267.03269 43114899547  n/z 57.00  84.20%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #65341: Hexanoic acid, 3-chloroprop-2-enyl ester
99.0
5000 — e
20.50 21.00
m/z 111.10 27.03%
41.0 ‘
\\H\LH[“\\\L\‘ \\\‘\“\]\-9\0"\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45422: 4-Butoxy-2,4-dimethyl-2-pentene
99.0
— —r
20.50 21.00
5000 m/z 97.18  26.12%
41.0
I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217309: Succinic acid, 4,4-dimethylpent-2-yl 2-methylhe P ——
99.0 20.50 21.00
m/z 69.00 24.19%
- M
199.0
41.
$lL Dz R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

SFAM-EPA-BP062623.MA.M Mon Jul 10 03:41:08 2023 Page: 15



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP070823\

Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 12 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.222 5.05 ng/ul 1299610 Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 Nonacos-1-ene 406 C29H58 018835-35-3 93
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 3066 (21.222 min): BP016126.D\data.ms (-3061) (- m/z 57.00 100.00%
57.0
5000
1p5.1 —— ——
lh 207.0 2810341.0 417.2 : 2100 2150
ot Ly B 28103410 4172 48915465 m/z 43.00  99.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
5000 — ——
1110 21.00 21.50
‘ m/z 55.00  99.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
— —
21.00 21.50
5000 ITI/Z 83.00 98.69%
125.0
“\ ‘ H ‘\ | \182'0 40\6'0
e At
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T ——
57.0 21.00 21.50
m/z 69.00 91.63%
5000
125.0
\‘\ ’\‘ H ‘\ | 182.0 292.0 364.0
A — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 13 unknown-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.280 3.24 ng/ul 834162  Chrysene-di2 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, bis(1,1,3,3-tetrameth... 290 C16H34S2 029956-99-8 40
2 Propanedioic acid, 2-propenyl-, ... 172 C8H1204 040637-56-7 38
3 5-Nonanone, 2,2,8,8-tetramethyl- 198 C13H260 005709-95-5 32
4 1H-Pyrazole, 4-nitro- 113 C3H3N302 002075-46-9 27
5 Carbonic acid, but-2-yn-1-yl eic... 394 C25H4603 1000383-21-4 27

Abundance Scan 3076 (21.280 min): BP016126.D\data.ms (-3073) (- m/z 57.00 100.00%
57.0

5000

8

Obrhbidid 17 283034534032 48915481 ;11310  61.66%

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

Abundance #186561: Disulfide, bis(1,1,3,3-tetramethylbutyl)
57.0

o

—— ——
‘ | ‘ l 169.2 21.00 21.50
b |

-

5000 ‘ ‘ T
21.00 21.50
m/z 97.10 22.79%

°

1 1220 290.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47834: Propanedioic acid, 2-propenyl-, dimethyl ester

2

113.0
—— —
21.00 21.50
41.0 9
5000 ITI/Z 111.10 21.75%
\.”}H‘l L4 \\“J‘-?%.‘O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73924: 5-Nonanone, 2,2,8,8-tetramethyl- —— ——
57.0 21.00 21.50
m/z 69.00 16.65%
183.0
‘H‘WMM‘_‘N‘Hﬂw‘u‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ —r— —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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-05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.457 3.59 ng/ul 923670  Chrysene-di12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 47
2 trans-3-Methyl-4-octanolide 156 C9H1602 039638-67-0 43
3 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 42
4 Succinic acid, 4,4-dimethylpent-... 314 C18H3404 1000381-71-8 40

5 Fumaric acid, 2,4,4-trimethylpen... 356 C18H22C1lF04 1000405-60-9 40

Abundance Scan 3276 (22.457 min): BP016126.D\data.ms (-3272) (-  m/z 99.10 100.00%
1

99
5000
41H- ‘ [|] b 2250
bt heb bl 2002690 3561 4605 5349 n 7 57.00  74.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #65341: Hexanoic acid, 3-chloroprop-2-enyl ester
99.0
5000 T
22.50
10 m/z 97.00 31.04%
\\”\HH[L\\”\\‘ 15£-0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33785: trans-3-Methyl-4-octanolide
99.0
—
22.50
5000 410 m/z 111.10  28.76%
N W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45422: 4-Butoxy-2,4-dimethyl-2-pentene ——
99.0 22.50
m/z 155.10 27.60%
h I Jufdu“wﬁvﬂJL\WVM,WM
g 0 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

SFAM-EPA-BP062623.MA.M Mon Jul 10 03:41:10 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.751  4.70 ng/ul 1207256  Chrysene-di2 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual

upraene

410 C30H50

,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360

arnesol isomer a 222 C15H260

1S
2 4
3 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3
4 F
5S

qualene

Abundance Scan 3

410 C30H50

326 (22.751 min): BP016126.D\data.ms (-3322) (-

69.0

137.1
i j Lll. 203.1 281.0341.0401.0460.8 536.4

5000
0tk
m/z--> 0 50
Abundance
69.
5000

100 150 200 250 300 350 400 450 500 550

#308259: Supraene
0

137.0
[,, ], 203.0 273.0 341.0 410.0

m/z--> 0 50

H‘WTH‘\\H[\WH‘WH\‘\H\‘\\H‘f\\\‘\\\\‘\\\\‘\

100 150 200 250 300 350 400 450 500 550

Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra

5000

il

69.

0

137.0
MLMM“ 2470 316.0

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance  #78820: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile

5000

69.

0

.J i

L o

007683-64-9 91
056882-09-8 83
003974-79-6 72
1000108-92-4 72
000111-02-4 64

m/z 69.00 100.00%

:

22.50 23.00
m/z 81.00 46.95%

:

22.50 23.00
m/z 41.00  23.43%

?

— —
22.50 23.00
m/z 95.00 12.13%

-

— —
22.50 23.00
m/z 68.00 11.77%

mlz--> 0 50

100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP@16126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 unknown-06 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.010 2.24 ng/ul 523254  Perylene-d12 24.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanedioic acid, 2-propenyl-, ... 172 C8H1204 040637-56-7 47
2 Pyrazole, 3-nitro- 113 C3H3N302 026621-44-3 35
3 Ethanone, 1-(2-ethyl-4-methyl-1,... 156 C7H13BO3 074646-02-9 27
4 .beta.-D-Fructopyranose, 2,3:4,5... 368 C17H30B207 1000156-76-8 25
5 2,5-Pyrrolidinedione, 1-methyl- 113 C5H7NO2 001121-07-9 22
Abundance Scan 3370 (23.010 min): BP016126.D\data.ms (-3367) (- m/z 57.00 100.00%
57.0
5000 WNW/\N\%
——
LT 2
ol oy 2529 327.0  4308487.5549.  n/7 113.10  71.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47834: Propanedioic acid, 2-propenyl-, dimethyl ester
118.0
41.
5000 —
23.00
‘ m/z 97.05 33.18%
\”“(‘J‘l |’J T\‘!]{?%.\O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7720: Pyrazole, 3-nitro-
113.0
U \
23.00
5000 m/z 111.10 27.19%
40.0
Wt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33432: Ethanone, 1-(2-ethyl-4-methyl-1,3,2-dioxaborolal P |
113.0 23.00
m/z 69.00 21.74%
5000
43.
Hmmﬁaﬁﬂﬁmuv‘u"H‘w“H“H“H“M“W“H“H“‘ o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016126.D

Acqg On : 09 Jul 2023 11:08
Operator : MA/JU

Sample : 03356-05

Misc

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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|
Benzophenone 16.045 5.7 ng/ul 12342406 3 14.669 4338700 20.0
Methanone, (1-h... 16.598 2.3 ng/ul 645860 4 17.434 5708280 20.0
Diethylmalonic ... 16.763 3.7 ng/ul 1044710 4 17.434 5708280 20.0
Oxalic acid, cy... 18.157 3.1 ng/ul 899819 4 17.434 5708280 20.90
Tridecanoic acid 18.292 3.4 ng/ul 979694 4 17.434 5708280 20.0
Benzene, (1-met... 18.733 4.5 ng/ul 1280370 4 17.434 5708280 20.0
unknown-01 19.081 4.6 ng/ul 1318990 4 17.434 5708280 20.0
1-Isobutyl-3-me... 19.145 2.1 ng/ul 594557 4 17.434 5708280 20.90
unknown-02 19.610 3.4 ng/ul 877722 5 21.539 5142500 20.0
Isoxazole, 3,5-... 20.128 2.3 ng/ul 590754 5 21.539 5142500 20.0
unknown-03 20.845 4.2 ng/ul 1071890 5 21.539 5142500 20.0
Trichloroacetic... 21.222 5.0 ng/ul 1299610 5 21.539 5142500 20.0
unknown-04 21.280 3.2 ng/ul 834162 5 21.539 5142500 20.0
unknown-05 22.457 3.6 ng/ul 923670 5 21.539 5142500 20.0
Supraene 22.751 4.7 ng/ul 1207250 5 21.539 5142500 20.0
unknown-06 23.010 2.2 ng/ul 523254 6 24.069 4672150 20.0
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