LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc :

ALS Vvial : 21  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-BP071223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16338.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.705 83 88 104 rVvv3 172735 473833 9.31% 0.678%
2 3.822 104 108 113 rVvV 366704 525831 10.33% 0.752%
3 3.869 113 116 119 rVV 104651 157985 3.10% 0.226%
4 3.964 128 132 136 rW 76134 133928 2.63% 0.192%
5 4.040 138 145 154 rVV3 538843 1335672 26.25% 1.911%
6 4.122 155 159 168 rVV 132245 270988 5.32% 0.388%
7 4.228 172 177 184 rVV2 319161 603628 11.86% ©0.863%
8 4.287 184 187 201 rVB3 92374 181768 3.57% 0.260%
9 4.428 206 211 226 rVvV 184434 339929 6.68% 0.486%
10 4.569 226 235 238 rVV3 126216 246507 4.84%  0.353%
11  4.616 238 243 249 rVV 1323339 2111196 41.48% 3.020%
12 4.675 249 253 266 rvV 533150 931978 18.31% 1.333%
13 4.793 266 273 275 rVW4 56813 125824 2.47% 0.180%
14 4.840 276 281 289 rVV6 85658 217562  4.27% 0.311%
15 5.116 320 328 348 rVB 91733 227877 4.48%  0.326%
16 5.811 441 446 453 rW 627900 1138154 22.36% 1.628%
17 5.869 453 456 465 rVB2 105297 236724 4.65% 0.339%
18 6.181 501 509 513 rBV 161561 271628 5.34% 0.389%
19 6.228 513 517 529 rVB 159298 312512 6.14% 0.447%
20 6.563 565 574 590 rVW 960491 1849637 36.34% 2.646%
21 6.769 605 609 616 rV 97187 196232 3.86% 0.281%
22 7.140 664 672 675 rBvV 91733 154429 3.03% 0.221%
23 7.169 675 677 691 rVB2 46927 150276 2.95% 0.215%
24 7.287 691 697 709 rVB 116751 246832 4.85% 0.353%
25 7.505 728 734 748 rBV3 149448 361263 7.10% 0.517%
26 7.675 752 763 773 rBV 89844 296698 5.83% 0.424%
27 7.940 803 808 820 rBV 370194 710526 13.96% 1.016%
28 8.081 828 832 836 rVB 86982 128789 2.53% 0.184%
29 8.157 836 845 851 rBv4 228265 506970 9.96% 0.725%
30 8.257 855 862 877 rVB 1873993 3457289 67.93% 4.945%
31 8.769 940 949 954 rBV6 56170 163052 3.20% 0.233%
32 8.828 954 959 968 rVV2 115375 337841 6.64% 0.483%
33 8.928 972 976 985 rw2 95844 221369 4.35% 0.317%
34 9.175 1012 1018 1025 rBV 94139 252612 4.96% 0.361%
35 9.269 1025 1034 1043 rVW4 65672 218824 4.30% 0.313%
36 9.899 1136 1141 1161 rBv2 63721 275273 5.41% 0.394%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc :

ALS Vvial : 21  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-BP071223.MA.M
Title : SVOA CALIBRATION
37 10.428 1224 1231 1240 rVB3 60250 122906 2.42% 0.176%
38 10.516 1240 1246 1255 rBV2 93371 275773 5.42% 0.394%
39 10.604 1257 1261 1268 rVB 110425 199352 3.92% 0.285%
40 10.763 1282 1288 1295 rBV 559554 1189608 23.38% 1.702%
41 10.940 1313 1318 1330 rBV 82847 163967 3.22% 0.235%
42 11.146 1346 1353 1357 rBv4 78162 181074 3.56% 0.259%
43 11.393 1390 1395 1398 rVV2 123844 212063 4.17% 0.303%
44 11.428 1398 1401 1407 rVV 118448 198429 3.90% 0.284%
45 11.504 1408 1414 1420 rVV2 144743 285199 5.60% 0.408%
46 11.587 1420 1428 1437 rVB2 72302 179777 3.53% 0.257%
47 12.481 1573 1580 1590 rVB4 65631 158443  3.11% 0.227%
48 12.822 1635 1638 1646 rVB2 80873 134547 2.64% 0.192%
49 14.022 1838 1842 1853 rVvV 388827 774549 15.22% 1.108%
50 14.298 1879 1889 1903 rBV2 438045 892943 17.55% 1.277%
51 14.598 1934 1940 1947 rBV 1127544 1827110 35.90% 2.613%
52 14.669 1947 1952 1960 rVB 225357 399647 7.85% 0.572%
53 15.028 2002 2013 2021 rBV 138502 352165 6.92% 0.504%
54 15.604 2105 2111 2117 rBV 692559 1220698 23.99% 1.746%
55 15.663 2117 2121 2134 rVV 260262 568638 11.17% 0.813%
56 15.828 2145 2149 2152 rVV3 83983 175517 3.45% 0.251%
57 15.863 2153 2155 2161 rVW4 96614 173800 3.42% 0.249%
58 15.981 2169 2175 2187 rVB3 143327 348820 6.85% 0.499%
59 16.122 2194 2199 2209 rBV 66337 199681 3.92% 0.286%
60 16.675 2285 2293 2297 rVB2 76911 155268 3.05% 0.222%
61 17.075 2355 2361 2363 rBV2 69810 133372  2.62% 0.191%
62 17.104 2363 2366 2375 rVB2 128656 221251 4.35% 0.316%
63 17.186 2376 2380 2385 rBV 165804 220247 4.33%  0.315%
64 17.363 2404 2410 2413 rBV 1911305 2778655 54.60% 3.975%
65 17.410 2413 2418 2424 rVV 3049837 5024972 98.74% 7.188%
66 17.475 2424 2429 2432 rVV2 702395 1180838 23.20% 1.689%
67 17.510 2432 2435 2448 rVB 443919 868148 17.06%  1.242%
68 17.816 2481 2487 2494 rBV2 105795 200846  3.95% 0.287%
69 17.957 2507 2511 2515 rVvVv2 81131 149978 2.95% 0.215%
70 18.092 2529 2534 2541 rBV2 58928 143026 2.81% 0.205%
71 18.233 2551 2558 2563 rBV3 525138 1020125 20.04% 1.459%
72 18.286 2563 2567 2576 rVB 524437 819162 16.10% 1.172%
73 18.375 2578 2582 2585 rVV 102257 131851 2.59% 0.189%
74 18.422 2585 2590 2594 rVW 617741 988308 19.42% 1.414%
75 18.463 2594 2597 2603 rVB 284403 426764 8.39% 0.610%

76 18.716 2636 2640 2646 rBV 350345 488950 9.61% 0.699%

SFAM-EPA-BP@71223.MA.M Thu Jul 20 11:37:05 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc :

ALS Vvial : 21  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-BP071223.MA.M
Title : SVOA CALIBRATION
77 18.798 2650 2654 2665 rVB3 257693 522506 10.27% 0.747%
78 19.033 2690 2694 2698 rVB2 79441 138422 2.72% 0.198%
79 19.116 2703 2708 2712 rBV 193614 312629 6.14% 0.447%
80 19.251 2726 2731 2733 rBV3 115822 198118 3.89% 0.283%
81 19.375 2744 2752 2759 rBV 3578826 4860401 95.50% 6.952%
82 19.451 2762 2765 2771 rVB4 128909 224867 4.42% 0.322%
83 19.704 2803 2808 2810 rBV 1184920 1591668 31.28% 2.277%
84 19.733 2810 2813 2819 rVV 926581 1237357 24.31% 1.770%
85 19.804 2822 2825 2831 rVB2 140169 214487 4.21% 0.307%
86 19.916 2840 2844 2848 rBV 182017 218764 4.30% 0.313%
87 20.057 2863 2868 2875 rVB4 236739 458041 9.00% 0©.655%
88 20.180 2885 2889 2891 rBV3 125304 215178 4.23% 0.308%
89 20.216 2892 2895 2902 rVB2 490860 710405 13.96% 1.016%
90 20.316 2907 2912 2915 rBV 392371 530962 10.43% 0.759%
91 20.869 3003 3006 3010 rVV 343953 376471 7.40%  0.538%
92 21.116 3044 3048 3050 rBV2 236095 342774 6.74% 0.490%
93 21.139 3050 3052 3057 rVB2 294821 397405 7.81% 0.568%
94 21.321 3079 3083 3086 rBV 369605 404637 7.95% ©.579%
95 21.457 3099 3106 3110 rBV2 2584282 5089198 100.00% 7.279%
96 21.498 3110 3113 3120 rVB 1092147 1787058 35.11% 2.556%
97 22.545 3288 3291 3296 rVB 389796 515090 10.12% 0.737%
98 23.086 3379 3383 3392 rVB 445938 708952 13.93% 1.014%
99 23.192 3395 3401 3406 rBV 691999 1599968 31.44% 2.289%
100 23.945 3523 3529 3539 rBV 1182238 2698440 53.02% 3.860%

Sum of corrected areas: 69911701
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP016338.D\data.ms

3500000
3000000
2500000
2000000 8.257

1500000 4.616

1000000 6.563
4040 4675 5811 10.763

500000 3.822|4.228 7. 94801
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Time--> 350 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP016338.D\data.ms

o

19.375
3500000

17.410
3000000

2500000

2000000 17.363

1500000
14.598

1000000
15.604 171475 422

500000 14.03%. 2981 o5 10 B8y
124 4812 822 45.028 Blo2 16, 67517 ‘@’ 1719395348315 || \19.

Time--> 12.00 12.50 1300 13.50 1400 14.50 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP016338.D\data.ms
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SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:07 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.822 14.80 ng/ul 525831 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone 85 C4H7NO 000616-45-5 38
2 2-Propyltetrahydropyran 128 C8H160 003857-17-8 28
3 n-Butyl nitrite 103 C4H9NO2 000544-16-1 12
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
5 Tetrahydrofuran, 2,2-dimethyl- 100 C6H120 001003-17-4 9

Abundance Scan 108 (3.822 min): BP016338.D\data.ms (-104) (-) m/z 85.00 100.00%

85.0 A
5000
‘ 3.40 3.60 3.80 4.00 4.20
ol i, | 1450 221.0 294.8356.9 425.0486.9549. 1/, 41.00  82.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1735: 2-Pyrrolidinone
85.0
5000 [T T[T T[T [ T[Tl
3.40 3.60 3.80 4.00 4.20
2 m/z 43.00 58.20%
O‘\‘\L'\l[‘\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14404: 2-Propyltetrahydropyran
85.0
A REREaE R
3.40 3.60 3.80 4.00 4.20
5000 m/z 39.00 36.89%
27.)‘
O‘Hm‘wh‘_‘m‘u‘W‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5109: n-Butyl nitrite R R
41.0 3.40 3.60 3.80 4.00 4.20
m/z 59.95 26.49%
5000
‘ 10?.0
B o o o aw RaTIet e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00 4.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071923\

BP016338.D

: 19 Jul 2023 23:17
: MA/JU
: 03472-24

: 21 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 unknown-02 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
3.869 4.45 ng/ul 157985 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 3-chloro-2-methyl- 136 C6H13C10 074685-49-7 40
2 Oxirane, tetramethyl- 100 C6H120 005076-20-0 40
3 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 1,3-Dioxane, 2,2-dimethyl-5-hydr... 132 C6H1203 1000381-75-6 9
Abundance Scan 116 (3.869 min): BP016338.D\data.ms (-113) (-) m/z 59.00 100.00%
59.0
5000
207.0 3.60 3.80 4.00 4.20
Obrrbh i LAGZTY 28193411 4561 5343 /7 43.00  75.04%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18469: 2-Pentanol, 3-chloro-2-methyl-
59.0
5000 UL L B I BB B
3.60 3.80 4.00 4.20
‘ m/z 57.00 15.68%
0\\\UJ\“J"u‘h\]i-\z\‘]-\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4342: Oxirane, tetramethyl-
59.0
T
3.60 3.80 4.00 4.20
5000 m/z 86.90 8.45%
Ol bt e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16763: dI-Erythro-O-methylthreonine A A AARERE e
59.0 3.60 3.80 4.00 4.20
m/z 55.00 5.16%
) M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 3 2-Buten-1-o0l, 2-methyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
3.964 3.77 ng/ul 133928 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Buten-1-0l1, 2-methyl- 86 C5H100 004675-87-0 56
2 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 52
3 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 50
4 3-Methoxybut-1-ene 86 C5H100 017351-24-5 40
5 Prenol 86 C5H100 000556-82-1 39
Abundance Scan 132 (3.964 min): BP016338.D\data.ms (-128) (-) m/z 71.00 100.00%
71.0
- AANA/kN\\
R e
281.0 ) 3.60 3.80 4.00 4.20
bl 162:9221.9231.0 354.9414.9477.7 5480 y/; 41.00  51.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl-
71.0
5000 L L L NI B BN R B
3.60 3.80 4.00 4.20
m/z 85.95 38.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2017: 2-Butene, 1-methoxy-, (E)-
71.0
e A mmaE s S
3.60 3.80 4.00 4.20
5000 m/z 53.00 37.96%
0“‘"“ S s e o AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2016: 2-Butene, 1-methoxy-, (E)- R e AREERRRES
71.0 3.60 3.80 4.00 4.20
m/z 67.00 30.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP©16338.D

Acqg On : 19 Jul 2023 23:17

Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M

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 Prenol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.040 37.60 ng/ul 1335670  1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 76
2 Prenol 86 C5H100 000556-82-1 70
3 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 70
4 2-Buten-1-o0l, 2-methyl- 86 C5H100 004675-87-0 58
5 3-Penten-2-o0l 86 C5H100 001569-50-2 45

Abundance Scan 145 (4.040 min): BP016338.D\data.ms (-138) (-) m/z 71.00 100.00%

71.0

-

5000
|H 3.80 4.00 4.20 4.40
0l hlld | 1350 2080 281.0 37024292 5002 ' n/z; 41.00  63.03%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Preno
71.0
5000 LA B B I IR L
3.80 4.00 4.20 4.40
‘ m/z 43.00 49.13%
O‘H“J\”‘“\J‘\J\‘HH’\H\’\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

=

Abundance #1913: Preno
71.0
A RAAREammnEEEE T
3.80 4.00 4.20 4.40
5000 ITI/Z 39.00 39.22%
Om““ll,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl- R AREREREE R
71.0 3.80 4.00 4.20 4.40
m/z 53.00 34.49%
B M/tbk
OHIH,,‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 unknown-@3 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.122 7.63 ng/ul 270988 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-2-propyl acetate 132 C6H1203 000108-65-6 36
2 Pentane, 1,3-epoxy-4-methyl- 100 C6H120 015045-60-0 12
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 12
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
5 2-Buten-1-o0l 72 C4H80 006117-91-5 9
Abundance Scan 159 (4.122 min): BP016338.D\data.ms (-155) (-) m/z 43.00 100.00%
3.0
e ARNRSEEEE Sy
207.0 3.80 4.00 4.20 4.40
b A 2048 207:02669 356.0414.9476.35404 ./, 57 00  65.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16379: 1-Methoxy-2-propyl acetate
43.0
5000 UL L B R I R R |
3.80 4.00 4.20 4.40
m/z 45.00 39.66%
O‘\’\JL\\’L\J\]‘WRG\.\O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4417: Pentane, 1,3-epoxy-4-methyl-
43.0
o EAREEEIEEESEE
3.80 4.00 4.20 4.40
5000 m/z 58.00 24 .69%
oL h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether e RARERE R
57.0 3.80 4.00 4.20 4.40
m/z 72.00 19.39%
5000
ofdblbit8o L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:13 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 2-Butenal, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4,228 16.99 ng/ul 603628 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 70
2 2-Ethylacrolein 84 C5H80 000922-63-4 49
3 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 45
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 43
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 38
Abundance Scan 177 (4.228 min): BP016338.D\data.ms (-172) (-) m/z 83.95 100.00%
84.0
5000 \\JL
e
M‘ 4.00 4.20 4.40 4.60
Ol MLl 1470 22102819 354.9 4309 5209 ./, 55.09  75.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
5000 L L L I L B
4.00 4.20 4.40 4.60
4 m/z 39.00 59.12%
O‘?\‘\'\”‘“\‘L\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1588: 2-Ethylacrolein
55.0
T
4.00 4.20 4.40 4.60
5000 m/z 41.00 55.27%
S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7406: Cyclopentanone, 2-ethyl- R AR REARNEEREE R
84.0 4.00 4.20 4.40 4.60
m/z 83.00 46.49%
5000
il
o_“‘m;\lwmmH,mww_m,w_m_wmwm_ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:14 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 2,4-Dimethylfuran Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
4.287 5.12 ng/ul 181768 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylfuran 96 C6H80 003710-43-8 70
2 3,4-dimethylfuran 96 C6H80 1000458-50-4 70
3 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 53
4 3,5-Hexadien-1-0l1, (Z)- 98 C6H100 002196-20-5 43
5 2H-Pyrazole-3-carbaldehyde 96 C4H4N20 003920-50-1 43

Abundance Scan 187 (4.287 min): BP016338.D\data.ms (-184) (-) m/z 67.00 100.00%

67.0
 AARSSREEN SR S
‘ ‘ 207.0 282 6 4.00 4.20 4.40 4.60
Obrohillat] 1449 | 282.0 356.24151474.45315 ' y/7 96.00  74.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3144: 2,4-Dimethylfuran
96.0
5000 L L I L L B B
4.00 4.20 4.40 4.60
3W m/z 39.00  63.88%
O\\J\\MH“!J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3146: 3,4-dimethylfuran
96.0
ARREESEENEESSa R
4.00 4.20 4.40 4.60
5000 m/z 68.00 55.78%
39.
o‘u‘”l;‘l‘J""‘Wm_m"""HH_wmwm,w_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3177: 2-Cyclopenten-1-one, 2-methyl- R A RBEEERN RS A
67.0 4.00 4.20 4.40 4.60
m/z 41.00  38.66%
- M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:15 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M

: SVOA CALIBRATION

¢ 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 8 unknown-04 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.428 9.57 ng/ul 339929 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-0l, (Z)- 100 C6H120 000928-96-1 43
2 2-Hexene, 3,5-dimethyl- 112 C8H16 003404-79-3 42
3 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 40
4 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 37
5 3-Penten-1-o0l, 2-methyl- 100 C6H120 062238-37-3 32

Abundance Scan 211 (4.428 min): BP016338.D\data.ms (-206) (-) m/z 41.00 100.00%

41.0

{001 | 4.20 4.40 4.60 4.80
ol Ay - 1651 227.7 3269 402.9 49015481  n/z 70.00  44.349

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4300: 3-Hexen-1-ol, (2)-
41.0
5000 %u‘uu‘uu‘\u
4.20 4.40 4.60 4.80
m/z 69.00 38.72%
0 h\ )
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Z.

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

Abundance #7575: 2-Hexene, 3,5-dimethyl-
41.0
e R RAREEEE S
4.20 4.40 4.60 4.80
5000 m/z 55.00 38.10%
112.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4299: 3-Hexen-1-ol, (E)- e ABERERE e
41.0 4.20 4.40 4.60 4.80
m/z 67.00 36.58%
B M
[Hiie
o_"‘*,“‘m_H‘ww‘m"HwH_Wwwwm_ A s

4.20 4.40 4.60 4.80

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:17 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 unknown-05 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.569 6.94 ng/ul 246507 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, pentachloro-, me... 258 C4H3C1502 000813-46-7 36
2 1,1-Dimethyl-3-chloropropanol 122 C5H11C10 001985-88-2 27
3 2-Hexanol, methyl ether 116 C7H160 1000333-92-0 27
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 16
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 16

Abundance Scan 235 (4.569 min): BP016338.D\data.ms (-226) (-) m/z 58.95 100.00%

59.0
5000
165.8

hl”‘ 4.20 4.40 4.60 4.80
L |

ob il | 2670 3560 4201 5032 . 4369  s55.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #146201: Propanoic acid, pentachloro-, methyl ester
59.0
166.0

5000 LN BN DL R B
4.20 4.40 4.60 4.80
m/z 165.80 27.99%
O‘\\\\“‘\\\“‘\H\H\h\‘ \W“h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11113: 1,1-Dimethyl-3-chloropropanol
59.0
R RRREREE R
4.20 4.40 4.60 4.80
5000 m/z 163.75 23.28%
o\J,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9504: 2-Hexanol, methyl ether R A EEaESRE RS S
59.0 4.20 4.40 4.60 4.80

m/z 41.00 22.82%

Ol 0L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:18 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 10 Formic acid, 1-methylethyl ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.616 59.43 ng/ul 2111200 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 53
2 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 53
3 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 53
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 50
5 E-1-Methoxy-3-hexene 114 C7H140 121441-40-5 39
Abundance Scan 243 (4.616 min): BP016338.D\data.ms (-238) (-) m/z 45.00 100.00%
45.0
5000 /\x
REaas e RRR R
07.0 ] 4.20 4.40 4.60 4.80 5.00
Ol Ml 3070 207.9 282.0 3571 429.8487.9546° ./, 41,00  26.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2327: Formic acid, 1-methylethyl ester
45.0
5000 R R
4.20 4.40 4.60 4.80 5.00
‘ m/z 43.00 26.10%
O‘\\L‘“1\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2328: Formic acid, 1-methylethyl ester
45.0
R e e
4.20 4.40 4.60 4.80 5.00
5000 m/z 39.00 12.83%
o_”“JJ"\m‘HH_‘H,mww"m‘w_wwww

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

Abundance #2325: Formic acid, 1-methylethyl ester R RARRENEEE S

45.0 4.20 4.40 4.60 4.80 5.00
m/z 69.00 9.41%
o_uhw‘\m_m_m,wwH"WW_WW_HW LEN AN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:19 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Propanoic acid, 2-hydroxy-2... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.675 26.23 ng/ul 931978 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 64
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 56
3 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 56
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 38
5 Erythro-2-bromo-3-pentanol 166 C5H11Bro 1000288-18-2 9

Abundance Scan 253 (4.675 min): BP016338.D\data.ms (-249) (-) m/z 59.00 100.00%

59.0

%

5000
e
4.40 4.60 4.80 5.00
0L i 1310 207.02649 340.9 42934991 ./, 4300 39.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
5000 R RN N R
4.40 4.60 4.80 5.00
m/z 41.00 12.40%
O‘\‘\”\Jh’ f\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5313: Propanoic acid, 2-hydroxy-2-methyl-
59.0
R e SR E e,
4.40 4.60 4.80 5.00
5000 m/z 71.00 11.44%
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #16436: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester ST e
59.0 4.40 4.60 4.80 5.00

m/z 45.00 7.08%

5000

%

le 117.0
L MR VS —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:20 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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-06 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
4.793 3.54 ng/ul 125824  1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Azabicyclo[6.1.0]non-4-en-9-am... 138 C8H14N2 066387-78-8 49
2 2-Heptanone, 7,7-dichloro- 182 C7H12C120 066241-43-8 37
3 1-propanesulfonamide, N-[3-(dime... 208 C8H20ON202S 1000400-58-2 35
4 Fumaric acid, 2-dimethylaminoeth... 271 C14H25N0O4 1010331-64-5 25
5 [2-(Benzo[4,5]thiazolo[2,3-c][1,... 278 C12H14N4S2 1000305-76-7 25

Abundance Scan 273 (4.793 min): BP016338.D\data.ms (-266) (-) m/z 43.00 100.00%

- MANJJU\VN\«$“J\\
RRREa R e e
207.0266.9 4.40 4.60 4.80 5.00 5.20
ol Miy 1162  “T07266.9 34174010 4784 848 ., sgee  57.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20107: 9-Azabicyclo[6.1.0Jnon-4-en-9-amine, (1.alpha.,
58.0
5000 I L L B
138.0 4.40 4.60 4.80 5.00 5.20
H} m/z 57.00  33.85%
O \\\‘\f‘\\H‘l‘}\‘“\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57209: 2-Heptanone, 7,7-dichloro-
43.0
R T e T
4.40 4.60 4.80 5.00 5.20
5000 m/z 45.00 31.67%
0 i ‘\\\103'0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85634: 1-propanesulfonamide, N-[3-(dimethylamino)pro T T T
58.0 4.40 4.60 4.80 5.00 5.20
m/z 39.00 12.00%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:22 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 13 unknown-07 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
4.840 6.12 ng/ul 217562 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Chloromethyl)tetrahydropyran 134 C6H11C1O0 018420-41-2 14
2 2-(Chloromethyl)tetrahydropyran 134 C6H11C10 018420-41-2 14
3 10-(Tetrahydro-pyran-2-yloxy)-tr... 252 C15H2403 1010192-28-8 14
4 Chloromethyl 5-chloropentanoate 184 C6H10C1202 080482-35-5 12
5 2-Methoxy-2-methylbut-3-ene 100 C6H120 040426-44-6 10
Abundance Scan 281 (4.840 min): BP016338.D\data.ms (-276) (-) m/z 84.95 100.00%
85.0

-

5000
} 1L 14672070 531 4.60 4.80 5.00 5.20
Ol il L 1257701 7 283.1347.4 4178 5047 m/z 55.00  93.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17299: 2-(Chloromethyl)tetrahydropyran
85.0
5000 UL B B I IR AL B
4.60 4.80 5.00 5.20
m/z 41.00 76.76%
27’. ‘
O‘\\L‘\"“w!‘%\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17297: 2-(Chloromethyl)tetrahydropyran
85.0
R
4.60 4.80 5.00 5.20
5000 m/z 120.00 65.35%
27.
oL,

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

Abundance #138184: 10-(Tetrahydro-pyran-2-yloxy)-tricyclo[4.2.1.1(2 PP 1
85.0 4.60 4.80 5.00 5.20

m/z 39.00 57.70%

5000

N

0l27.0,1 ) 1510  252.0
B e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:23 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 14 (3,3-Dimethyloxiranyl)methanol Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
5.116 6.41 ng/ul 227877 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 78
2 Guanidine, monothiocyanate 116 C2H4NA4S 056960-89-5 64
3 Acetamide 59 C2H5NO 000060-35-5 59
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 56
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 43

Abundance Scan 328 (5.116 min): BP016338.D\data.ms (-320) (-) m/z 59.00 100.00%

59.0

—

5000
R RRRREE/ S o S
) 4.80 5.00 5.20 5.40
Ol s 133:1192.9  282.9340.9402.1 47715445 /7 43.00  68.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4874 (3,3-Dimethyloxiranyl)methanol
59.0
5000 I R R R B R
4.80 5.00 5.20 5.40
m/z 41.00 66.59%
O‘\\\"H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

5

Abundance #8959: Guanidine, monothiocyanate
59.0
4.80 5.00 5.20 5.40
5000 ITI/Z 39.00 32.61%
G S 10—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #274: Acetamide T T
59.0 4.80 5.00 5.20 5.40
m/z 42.00 30.62%
5000 M
o_HM, T e e e ARERaamanty ik
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 15 2-Cyclohexen-1-o0l Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.811 32.04 ng/ul 11381560 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 95
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 94
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 93
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 90
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 52

Abundance Scan 446 (5.811 min): BP016338.D\data.ms (-441) (-)
70.0

m/z 70.00 100.00%

—

5000
REaaa e RRRRE
H“ } ‘1337 206.9 281.0341.1 4158 503.4 240560 580 6.00 6.20
oL MALI| 1337 206.9 281.0341.1 4158 8034 ./, 55.00  45.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 BB R N
5.40 5.60 5.80 6.00 6.20
m/z 82.95 43.96%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #3579: 2-Cyclohexen-1-0
70.0

5.40 5.60 5.80 6.00 6.20
5000 m/z 39.00 41.85%

lZJMIH.J \}‘

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

o

-

Abundance #3634: 2-Methylene cyclopentanol ERERREEEas ST S
70.0 5.40 5.60 5.80 6.00 6.20

m/z 69.00 32.85%

- M
o““"ml’, e CARIs A VAPV

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 1,3-Pentadiene, 5-bromo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.869 6.66 ng/ul 236724 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, 5-bromo- 146 C5H7Br 001001-93-0 50
2 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 47
3 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 38
4 1,4-Pentadiene, 2-methyl- 82 C6H10 000763-30-4 37
5 1,4-Hexadiene, (Z)- 82 C6H1e 007318-67-4 25
Abundance Scan 456 (5.869 min): BP016338.D\data.ms (-453) (-) m/z 67.00 100.00%
67.0

N

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

5000
R R SR
‘ ‘ 70 5.60 5.80 6.00 6.20
Oty | 14702088 28093409 4499 543L  m/z 95.95  44.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25178: 1,3-Pentadiene, 5-bromo-
67.0
5000 L B I B
5.60 5.80 6.00 6.20
m/z 39.00 38.38%
146.0
O‘\\JLLP\“\‘\h\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3231: Cyclopentene, 3-ethyl-
67.0
P T T
5.60 5.80 6.00 6.20
5000 m/z 41.00 31.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3177: 2-Cyclopenten-1-one, 2-methyl-  EARARmmESEEEE
67.0 5.60 5.80 6.00 6.20
m/z 59.00 25.04%
5000 JL
o‘“' Y

5.60 5.80 6.00 6.20

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:37:27 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Cyclohexene, 3-chloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.181 7.65 ng/ul 271628 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 91
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 53
3 Cyclohexane, 1,4-dichloro-, cis- 152 C6H1eC12 016749-11-4 47
4 2(5H)-Furanone, 5-(2-furanylmeth... 178 C1@H1003 031969-27-4 38
5 1,3-Cyclopentadiene, 5-methyl- 80 C6H8 000096-38-8 30
Abundance Scan 509 (6.181 min): BP016338.D\data.ms (-501) (-) m/z 81.00 100.00%
81.0
5000

T T
5.80 6.00 6.20 6.40 6.60
|147.0207.0 282.1 356.0415.1475.1535.3 m/z 79.00 50.27%

|

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

0 el e e e e e T
Abundance #9430: Cyclohexene, 3-chloro-
81.0
5000 T T T[T T T T T iriryil
5.80 6.00 6.20 6.40 6.60
‘ m/z 79.95 30.60%
O’\\\\‘I‘I\\H\‘h’\“\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36450: Cyclohexene, 3-bromo-
81.0
T T
5.80 6.00 6.20 6.40 6.60
5000 m/z 53.00 23.27%
| 1600
S e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29705: Cyclohexane, 1,4-dichloro-, cis- A e e S RARE b
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 19.39%
5000
1 H 11 ||152'0 J\U
O prvn S R EARaamat s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 2-Buten-1-o0l, 3-methyl-, ac... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.228 8.80 ng/ul 312512 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 64
2 2-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 64
3 2-Buten-1-o0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 64
4 2-Buten-1-o0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 64
5 4-Penten-1-o0l, trifluoroacetate 182 C7H9F302 1000365-57-8 47
Abundance Scan 517 (6.228 min): BP016338.D\data.ms (-513) (-) m/z 43.00 100.00%
w m
R AAANA RS E A R
‘ I 140.2 328 6.00 6.20 6.40 6.60
. 1
ol didd 2702 207.9269.9328.1 40094611 5451 m/z 41.e0  74.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14092: 2-Buten-1-ol, 3-methyl-, acetate
68.0
5000 L B I L I L B
6.00 6.20 6.40 6.60
m/z 68.00 70.17%
I
O‘\\\"\l \l\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14091: 2-Buten-1-ol, 3-methyl-, acetate
43.0
 AREEEROREEEEIE
6.00 6.20 6.40 6.60
5000 m/z 66.95 61.29%
H \ | 1280
o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14090: 2-Buten-1-ol, 3-methyl-, acetate R AARREARRNEE
43.0 6.00 6.20 6.40 6.60
m/z 69.00 49.12%
5000
R
O PR S e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.563 52.06 ng/ul 1849640 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 94
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
5 1,5-Cyclooctadien-4-one 122 C8H1e0 001460-21-5 42
Abundance Scan 574 (6.563 min): BP016338.D\data.ms (-565) (-) m/z 68.00 100.00%
68.0

%

5000
A e
’ 6.20 6.40 6.60 6.80
128.1 207.1 281.1 356.0416.1 499.8 o
bk 11281 2071 2811 356.0416.1 4998  n/z 39.e0  27.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 LI L B B B B LR R I
6.20 6.40 6.60 6.80
m/z 95.95 24.56%
OA|‘“l’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3151: 2-Cyclohexen-1-one
68.0
R ERAREEERREREE
6.20 6.40 6.60 6.80
5000 m/z 39.95 18.84%
0"wwﬂuu"H",H“_“W“‘W“H“H“H“‘H“_“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3152: 2-Cyclohexen-1-one T e
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.32%
o‘HMI'HW_m,mwmww_mwwwwww e ERaCE e S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Hydrazine, (1-methylpropyl)- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
6.769 5.52 ng/ul 196232  1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, (1-methylpropyl)- 88 C4H12N2 030924-14-2 59
2 Butanal, 3-methyl-, oxime 101 C5H11NO 000626-90-4 47
3 Hexylene glycol 118 C6H1402 000107-41-5 45
4 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 45
5 Guanidine 59 CH5N3 000113-00-8 43

Abundance Scan 609 (6.769 min): BP016338.D\data.ms (-605) (-) m/z 59.00 100.00%

59.0

o

5000
R
\ “ 131.0193.0 268.0 340.8 ‘ 6.40 6.60 6.80 7.00
O b d 2757 1950 268.0 340.8 4159 489.1549.  m/z 43.e0  99.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2224: Hydrazine, (1-methylpropyl)-
59.0
5000 L L N B LN R B
6.40 6.60 6.80 7.00
‘l m/z 45.00 30.67%
O‘\\H““I \I\L‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4600: Butanal, 3-methyl-, oxime
59.0
e
6.40 6.60 6.80 7.00
5000 m/z 87.95 17.66%
0‘\“[‘\“”M\J\‘HH‘\\H’\H\’H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10020: Hexylene glycol R e T
59.0 6.40 6.60 6.80 7.00
m/z 71.00 15.48%
) w
o_u““\“‘ e —— R aae

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\

Library Search Compound Report

Data File : BP@16338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.675 8.35 ng/ul 296698 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,5-dimethyl- 112 C8H16 007423-69-0 47
2 1-Decene 140 C1eH20 000872-05-9 43
3 1-Decene 140 C1eH20 000872-05-9 43
4 1-Octene, 2,6-dimethyl- 140 C1eH20 006874-29-9 43
5 1-Decene 140 C10H20 000872-05-9 43

Abundance Scan 763 (7.675 min): BP016338.D\data.ms (-752) (-) m/z 40.95 100.00%

41.0

é.

5000
R ARARARES T
292 1281.9 354.8 7.40 7.60 7.80 8.00
0l ML HM ‘1‘5_9‘9‘ 22 0L D 2205 ALe 14TTA8389 /72 56.00  65.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7574: 1-Hexene, 3,5-dimethyl-
41.0
5000 LI LA B B R
7.40 7.60 7.80 8.00
} ‘ m/z 38.95 63.92%
O‘\\‘\‘ "“\J\H\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20638: 1-Decene
56.0
R ARARARES TS
7.40 7.60 7.80 8.00
5000 m/z 71.00 59.51%

oi ,WWHHHw‘m"mwH_ww_ww_
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

e
N
o
o

Abundance #20640: 1-Decene R A
41.0 7.40 7.60 7.80 8.00
m/z 57.00 57.05%
5000
‘ "‘ 140.0
0 ,‘J\ju‘\\‘\lu\‘\u\‘\u\‘\m‘uu‘\m‘\m‘\m‘uu‘\ RN RARARA amas

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

7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 22 1-(Trimethylsilyl)-1-propyne Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
8.081 3.63 ng/ul 128789 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 64
2 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 64
3 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 64
4 2-(Diethylamino)acetonitrile 112 C6H12N2 003010-02-4 45
5 Benzeneacetic acid, .alpha.-meth... 330 C17H21F303 1000195-48-0 38

Abundance Scan 832 (8.081 min): BP016338.D\data.ms (-828) (-) m/z 97.05 100.00%

97.0

?

5000
T e
36\H\ | 1019 2051 00.6 468.9 548. 7:80 800 6.20 840
ool Ly A9L3 29 4006 4689 2481 n/z 43.e6  23.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7173: 1-(Trimethylsilyl)-1-propyne
97.0
5000 L L B L BN LR
7.80 8.00 8.20 8.40
m/z 55.00 22.95%
O]‘-!\:_)‘\.\O‘\“n\”\‘\u\“\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7175: 1-(Trimethylsilyl)-1-propyne
97.0
GO Y T
7.80 8.00 8.20 8.40
5000 m/z 112.10 15.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7174: 1-(Trimethylsilyl)-1-propyne e A e
97.0 7.80 8.00 8.20 8.40
m/z 41.00 15.13%
- /\A»JL
o‘?g'ﬂ*““wﬂ‘H‘Hwm,‘HWm_m‘uuwwu_ S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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: Cyclic8.157 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.157 14.27 ng/ul 506970 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 25
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 22
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 18
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 18
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 14
Abundance Scan 845 (8.157 min): BP016338.D\data.ms (-836) (-) m/z 97.05 100.00%
97.0

?

5000( 39 (
R maamE e RRRRR]
‘ l . 7.80 8.00 8.20 8.40
O rrlfhhul | 1561 221.1282.9343.1 4169 486.3545.0 /7 7e.00  77.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7667: cis-1-Butyl-2-methylcyclopropane
55.0
5000 L L L LA B B
7.80 8.00 8.20 8.40
m/z 57.00 77.10%
| ‘1‘1 0
O‘\\\\‘\ \\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7479: 7-Oxabicyclo[4.1.0]nheptane, 1-methyl-
97.0
Eammmn I  RRRR
7.80 8.00 8.20 8.40
5000 m/z 67.95 66.25%
39.0
A1 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans- R R RRE
55.0 7.80 8.00 8.20 8.40
m/z 41.00 57.41%
HEE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071923\

Data File : BP@16338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 24 2-Chlorocyclohexanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.257 97.32 ng/ul 3457290 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 93
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 72
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 58
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 52
Abundance Scan 862 (8.257 min): BP016338.D\data.ms (-855) (-) m/z 57.00 100.00%

57.0
5000

SRS 9/L S G-
m ' L340 8.00 8.20 8.40 8.60
_m“‘«ﬂ!'u«mH_‘?‘97‘9?,5‘?‘9‘“‘3‘??‘9“‘4“13}"759‘2”1”“ m/z 79.95 26.41%

0
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #17288: 2-Chlorocyclohexano
57.0
5000 LU L L O R I BB I A

8.00 8.20 8.40 8.60
m/z 41.00 20.02%

134.0
”de‘u\lm’ll”‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17285: 2-Chlorocyclohexano

57.0

8.00 8.20 8.40 8.60

o

5000 m/z 80.95 18.52%
anmalm’.l”‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17289: 2-Chlorocyclohexanol  RREEEETEEES s
57.0 8.00 8.20 8.40 8.60

m/z 43.95 17.58%

5000

h\ ‘H 1 mlhl‘3‘4.0
0 e e e e

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

8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Cyclohexane, 1,2-dichloro-,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.928 6.23 ng/ul 221369 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 78
2 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 64
3 Cyclohexane, 1,2-dichloro- 152 C6H1eC12 001121-21-7 64
4 Cyclohexane, 1,3-dichloro-, cis- 152 Ce6H10C12 024955-63-3 64
5 1H-Pyrrole, 1-methyl- 81 C5H7N 000096-54-8 59
Abundance Scan 976 (8.928 min): BP016338.D\data.ms (-972) (-) m/z 81.00 100.00%
81.0
T T T
H 2919 8.60 8.80 9.00 9.20
Obroufully, 1588 221.02829 35594151 4921 1. 8o 00  57.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29712: Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 L B R B B
8.60 8.80 9.00 9.20
m/z 79.00 22.58%
O]‘-\S\.PUM\M\Hh\‘\‘\]\-:5‘2\.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37910: Bi-2-cyclohexen-1-yl
81.0
R R EEE R
8.60 8.80 9.00 9.20
5000 m/z 41.00 18.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29699: Cyclohexane, 1,2-dichloro- A A
81.0 8.60 8.80 9.00 9.20
m/z 39.00 16.12%
- WM
OISO 1520 | e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 26 4-Isopropyldicyclohexylmethane Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
9.269 6.16 ng/ul 218824  1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Isopropyldicyclohexylmethane 222 C16H30 054965-61-6 72
2 4,4-Dimethylpent-2-enal 112 C7H120 1010195-01-6 64
3 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 38
4 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 38
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 35

Abundance Scan 1034 (9.269 min): BP016338.D\data.ms (-1025) (-) m/z 83.00 100.00%
83.0
SO YT
M ‘ 154.8 222.9283.1341.0 415.0 9.00 9.20 9.40 9.60
Ol bl [ 1538 2229285 S50 S0 4920 0 mjz 41.00  94.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #102194: 4-1sopropyldicyclohexylmethane
83.0
5000 LU LA L L B L B
179.0 9.00 9.20 9.40 9.60
‘ m/z 55.00 92.68%
O‘\\\ ‘h\‘\u\“L\\“\‘\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7366: 4,4-Dimethylpent-2-enal
41.0
R R RRERRAE
9.00 9.20 9.40 9.60
5000 ITI/Z 97.00 81.46%
112.0
o_‘”‘ “J““J,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7593: 2-Hexene, 2,3-dimethyl- e R ARARaRRSE e
55.0 9.00 9.20 9.40 9.60
m/z 57.00 62.24%
B vmvkﬂww%wﬂkMMW\MWme
omlhmlﬁ-o‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 unknown-08 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.504 4.79 ng/ul 285199 Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Methoxypropan-2-yloxy)propa... 230 C12H2204 1000367-11-3 45
2 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 35
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 27
4 Oxalic acid, dicyclohexyl ester 254 C14H2204 1000309-30-9 27
5 Undecenyl angelate, 2E- 252 C16H2802 1000383-56-7 27

Abundance Scan 1414 (11.504 min): BP016338.D\data.ms (-1408) (- m/z 83.00 100.00%
83.0

5000

-

1
11.50

m/z 59.00 92.71%

N[ \l JJL L. h54.2 267.0326.9387.9 475.6 549.

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

Abundance #111221: 1-(1-Methoxypropan-2-yloxy)propan-2-yl 2-met
59.0

o

N

5000 T

11.50
m/z 43.00  28.55%

‘ 130.0
i ey

L A L LA L B B L B L R I LR R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13748: Acetic acid, cyanohydroxyimino-, methyl ester

o

.

59.0
L 1
11.50
5000 m/z 55.00 26.33%
128.0
o_HM"M‘“"_Hw‘m"mwH_ww_ww_
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71754: Cyclohexane, octyl- T ‘
83.0 11.50
m/z 69.95 23.52%
5000
| ‘“ 196.0
0 iy e e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 36 Phenanthrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.233 7.34 ng/ul 1020130  Phenanthrene-d10 17.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
Abundance Scan 2558 (18.233 min): BP016338.D\data.ms (-2551) (- m/z 192.05 100.00%
192.1
w MM
— —
94.6 18.00 18.50
0h- 308l . [ d 2561 3400 414647375330 /. 101.05 57.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 — —=
18.00 18.50
m/z 189.00 32.22%
94.0
O‘\2\7\-\0‘\H\\‘\h‘H\‘\“‘\J“H\J‘H\\‘HH‘HH‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
— —
18.00 18.50
5000 ITI/Z 190.05 16.67%
83.0
b8
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl- —— —
192.0 18.00 18.50
m/z 193.05 14.92%
5000
0,270 960 | |
el e e e — —
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\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 37 Anthracene, 2-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.286 5.90 ng/ul 819162  Phenanthrene-di10 17.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
Abundance Scan 2567 (18.286 min): BP016338.D\data.ms (-2563) (- m/z 192.05 100.00%
192.1
w /\ML
— —
94.6 | 18.00 18.50
0389l oyl 262.8342.140024580 5248 /7 191,05  57.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 —— ——
18.00 18.50
m/z 189.05  29.63%
94.0
O‘\2\7\-\0‘\H\\‘\h‘\\\l\’“\J\l\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
— —
18.00 18.50
5000 m/z 193.05 14 .84%
270 %0 ||
R e o R m s S aaRaaa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl- = —
192.0 18.00 18.50
m/z 165.00  14.23%
) ny//\J\JAAJJV\MﬁWfV
83.0
O%EQWvNJM\mWLH,H\W\H\M\H‘H\W\H\M\H‘u\w\ T —
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\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 38 4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.422 7.11 ng/ul 988308  Phenanthrene-d1e 17.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
H-Cyclopenta[def]phenanthrene 190 C15H1e 000203-64-5 47
,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 38
ethyl diselenide 190 C2H6Se2 007101-31-7 38

uipHh wWN R
R

Abundance Scan 2590 (18.422 min): BP016338.D\data.ms (-2585) (- m/z 189.10 100.00%

189.1
5000
94.5
—r—
‘ 18.50
b 3T Qusdehy g doll 290 4009 475.05319 'y 7 199,05  98.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
940 18.50
4 m/z 192.10  46.43%
Oﬁj\-.\o[\‘\#\“\\\\‘\l\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
——
18.50
5000 ITI/Z 191.05 41.89%
95.0
TN
0 ittt e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64925: 4H-Cyclopenta[deflphenanthrene —
190.0 18.50
m/z 94.45 29.31%
5000
95.0
0 3&9 T T T T T
I e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Naphthalene, 2-phenyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
18.716 3.52 ng/ul 488950  Phenanthrene-d10 17.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 98
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 93
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 91
4 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 89
5 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 89

Abundance Scan 2640 (18.716 min): BP016338.D\data.ms (-2636) (- m/z 204.10 100.00%
204.1

5000

—

101.0 1850
10 O 18.50 19.00
0 | . 2820 355141474759 546 oo ae 37 93y

! N
L L L L I B B L L L B B B L B RO

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80574: Naphthalene, 2-phenyl-
204.0
5000

18.50 19.00
m/z 203.10 30.97%

101.0
Zﬁl\o‘l\‘\“\‘l\[“f\”}‘.\l\‘\‘\{\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80580: Naphthalene, 2-phenyl-
204.0

18.50 19.00
5000 m/z 205.05 15.83%

o

o

ol
.

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

Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0

o
=
o
[=
o

A
18.50 19.00
m/z 101.00  13.42%

5000
101.0
39.0 ‘
o | H\

ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 41 9,10-Anthracenedione Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
18.798 3.76 ng/ul 522506  Phenanthrene-d10 17.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 9,10-Anthracenedione 208 C14H802 000084-65-1 97
3 9,10-Anthracenedione 208 C14H802 000084-65-1 97
4 9,10-Anthracenedione 208 C14H802 000084-65-1 94
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 90
Abundance Scan 2654 (18.798 min): BP016338.D\data.ms (-2650) (- m/z 208.00 100.00%
208.0
5000 76.0 ML
150.0 i e
‘ ‘ ‘ ‘ 18.50 19.00
obrosblbige L L L 1y 2810 355.1 42884889549 ./, 180 05  88.72%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85293: 9,10-Anthracenedione
180.0
5000 76.0 T 1
18.50 19.00
m/z 152.00 81.75%
O\\\J\}\‘l\‘\‘d\l‘h\\l\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85294: 9,10-Anthracenedione
152.0
— —
18.50 19.00
5000 76.0 m/z 76.00 43.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85295: 9,10-Anthracenedione B T
180.0 18.50 19.00
m/z 151.00 41.64%
5000 76.0 JW
geayl |1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
23.086 5.25 ng/ul 708952  Perylene-di2 23.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Octadecane 254 C18H38 000593-45-3 96
3 Tetracosane 338 C24H50 000646-31-1 94
4 Tetracosane 338 C24H50 000646-31-1 93
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3383 (23.086 min): BP016338.D\data.ms (-3379) (| | m/z 57.00 100.00%
57.0
} 23.00 |
127.1 254.1 .
0 ‘i |PPIY 10712501 355.0415147845350 /7 71,00 70.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
5000 — ‘
23.00
m/z 43.00 63.35%
127.0
0 \"\‘\‘\J\\"\I‘r“\“w‘“\“\l\?T.\c\)H‘\Hwﬁ??i?\u‘uu‘uu‘\\H‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane
57.0
T \
23.00
5000 m/z 85.05 48.51%
127.0
Y it
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane T
57.0 23.00
m/z 55.00 24.81%
. %ﬂj\‘__ﬂ
127.0
338.0
0 ""ula\u\"ﬁtuu«%ﬁ’(‘?ﬁ??:‘?"‘H_WW_WH_ _—
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\BP071923\
Data File : BP016338.D

Acqg On : 19 Jul 2023 23:17
Operator : MA/JU

Sample : 03472-24

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@71223.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|
unknown-01 3.822 14.8 ng/ul 525831 1 7.946 710526 20.0
unknown-02 3.869 4.5 ng/ul 157985 1 7.946 710526 20.0
2-Buten-1-o01, 2... 3.964 3.8 ng/ul 133928 1 7.946 710526 20.0
Prenol 4.040 37.6 ng/ul 1335670 1 7.946 710526 20.0
unknown-03 4.122 7.6 ng/ul 270988 1 7.946 710526 20.0
2-Butenal, 3-me... 4.228 17.0 ng/ul 603628 1 7.946 710526 20.0
2,4-Dimethylfuran 4,287 5.1 ng/ul 181768 1 7.946 710526 20.0
unknown-04 4.428 9.6 ng/ul 339929 1 7.946 710526 20.0
unknown-05 4.569 6.9 ng/ul 246507 1 7.946 710526 20.0
Formic acid, 1-... 4.616 59.4 ng/ul 2111200 1 7.946 710526 20.0
Propanoic acid,... 4.675 26.2 ng/ul 931978 1 7.946 710526 20.0
unknown-06 4.793 3.5 ng/ul 125824 1 7.946 710526 20.0
unknown-07 4.840 6.1 ng/ul 217562 1 7.946 710526 20.0
(3,3-Dimethylox... 5.116 6.4 ng/ul 227877 1 7.946 710526 20.0
2-Cyclohexen-1-0l 5.811 32.0 ng/ul 1138150 1 7.946 710526 20.0
1,3-Pentadiene,... 5.869 6.7 ng/ul 236724 1 7.946 710526 20.90
Cyclohexene, 3-... 6.181 7.7 ng/ul 271628 1 7.946 710526 20.0
2-Buten-1-01, 3... 6.228 8.8 ng/ul 312512 1 7.946 710526 20.0
2-Cyclohexen-1-one 6.563 52.1 ng/ul 1849640 1 7.946 710526 20.0
Hydrazine, (1-m... 6.769 5.5 ng/ul 196232 1 7.946 710526 20.0
(DEL) Alkane: S... 7.675 8.3 ng/ul 296698 1 7.946 710526 20.0
1-(Trimethylsil... 8.081 3.6 ng/ul 128789 1 7.946 710526 20.0
(DEL) Alkane: C... 8.157 14.3 ng/ul 506970 1 7.946 710526 20.0
2-Chlorocyclohe... 8.257 97.3 ng/ul 3457290 1 7.946 710526 20.0
Cyclohexane, 1,... 8.928 6.2 ng/ul 221369 1 7.946 710526 20.0
4-Isopropyldicy... 9.269 6.2 ng/ul 218824 1 7.946 710526 20.0
unknown-08 11.504 4.8 ng/ul 285199 2 10.763 1189610 20.0
Phenanthrene, 2... 18.233 7.3 ng/ul 1020130 4 17.363 2778660 20.0
Anthracene, 2-m... 18.286 5.9 ng/ul 819162 4 17.363 2778660 20.0
4H-Cyclopenta[d... 18.422 7.1 ng/ul 988308 4 17.363 2778660 20.0
Naphthalene, 2-... 18.716 3.5 ng/ul 488950 4 17.363 2778660 20.0
9,10-Anthracene... 18.798 3.8 ng/ul 522506 4 17.363 2778660 20.0
(DEL) Alkane: S... 23.086 5.3 ng/ul 708952 6 23.951 2698440 20.0
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