LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc :

ALS Vvial : 13  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-BP072523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16361.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.428 20 24 34 rVvB2 87724 139335 1.67% 0.124%
2 3.716 69 73 79 rBvV 78990 109707 1.31% 0.098%
3 3.858 92 97 103 rVV2 1008576 1740759 20.87% 1.551%
4 3,911 103 106 111 rVW 377206 526250 6.31% 0.469%
5 3.981 114 118 123 rVWW 736367 1024415 12.28% 0.913%
6 4.022 123 125 128 rVV2 149197 179996 2.16% 0.160%
7 4.058 128 131 133 rVV 130329 173873 2.08% 0.155%
8 4.093 133 137 144 rVV3 149865 267045 3.20% 0.238%
9 4.175 144 151 161 rVvV2 829071 1468604 17.60% 1.309%
106 4.264 161 166 173 rVV3 49575 98956 1.19% ©.088%
11 4.369 180 184 188 rVV 312710 430647 5.16% ©.384%
12 4.411 188 191 203 rVB 116572 167313 2.01% 0.149%
13 4.575 214 219 229 rW 317590 442409 5.30% 0.394%
14  4.728 240 245 248 rBV2 114799 189786 2.27% 0.169%
15 4.775 248 253 258 rVW 1667289 2423886 29.05% 2.160%
16 4.828 258 262 268 rVB 909696 1295101 15.52% 1.154%
17  4.922 273 278 284 rVWW2 73431 131562 1.58% 0.117%
18 4.987 284 289 293 rV4 100529 159971 1.92% 0.143%
19 5.028 293 296 301 rVvV 95178 144967 1.74% 0.129%
20 5.128 307 313 319 rW 98277 146623 1.76% 0.131%
21 5.234 326 331 339 rVB 212884 324539 3.89% 0.289%
22 5.540 378 383 392 rBV 133728 262126 3.14% 0.234%
23 5.952 445 453 459 rBV 192211 312443 3.75% 0.278%
24 6.010 459 463 471 rW 73994 123628 1.48% 0.110%
25 6.293 505 511 518 rBV4 68694 144222 1.73% 0.129%
26 6.363 518 523 528 rBV2 278350 418991 5.02% ©.373%
27 6.840 596 604 607 rBV 97016 166152 1.99% 0.148%
28 6.905 611 615 621 rVvV2 125201 203187 2.44% 0.181%
29 7.222 662 669 677 rBV 1444052 2390248 28.65% 2.130%
30 7.293 677 681 687 rVvB 138827 206704  2.48% 0.184%
31 7.428 696 704 714 rVB 1219436 1913321 22.93% 1.705%
32 7.610 728 735 742 rBV 1421890 2203797 26.42% 1.964%
33 7.775 757 763 771 rBV 302966 475364 5.70% 0.424%
34 8.034 799 807 811 rBV4 71834 124590 1.49% 0.111%
35 8.099 811 818 826 rVV 1644441 2604903 31.22% 2.321%

36 8.246 835 843 848 rBV 139853 255739  3.07%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc :

ALS Vvial : 13  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-BP072523.MA.M
Title : SVOA CALIBRATION
37 8.322 848 856 861 rvv2 171813 317462 3.81% 0.283%
38 8.410 868 871 879 rVB2 59934 104166 1.25% 0.093%
39 8.787 929 935 943 rBV 557388 914544 10.96% 0.815%
40 8.940 948 961 970 rVW 192105 430328 5.16% ©.384%
41  9.287 1012 1020 1027 rVV 1342543 2220932 26.62% 1.979%
42 9.440 1034 1046 1053 rVV2 60212 184150 2.21% 0.164%
43 9.610 1069 1075 1078 rBV 61039 99119 1.19% 0.088%
44  9.651 1078 1082 1086 rVV 71029 112130 1.34% 0.100%
45 10.004 1132 1142 1153 rVV 924138 1507350 18.07% 1.343%
46 10.246 1179 1183 1189 rVB 79015 121821 1.46% 0.109%
47 10.363 1195 1203 1208 rBV6 38251 94489 1.13% 0.084%
48 10.528 1220 1231 1238 rBV 1646649 2774596 33.26% 2.473%
49 10.757 1262 1270 1280 rBV 133191 258464 3.10% 0.230%
50 10.928 1292 1299 1306 rBV 2344977 3920788 47.00% 3.494%
51 11.e81 1317 1325 1330 rBV2 382376 750503 9.00% 0.669%
52 11.287 1354 1360 1366 rBV3 143155 329028 3.94% 0.293%
53 11.340 1366 1369 1377 rVB2 99237 155247 1.86% 0.138%
54 11.569 1402 1408 1409 rBV2 181752 269260 3.23%  0.240%
55 11.651 1416 1422 1424 rBV2 128788 209469 2.51% 0.187%
56 11.728 1430 1435 1441 rVB2 115320 195713 2.35% 0.174%
57 12.357 1535 1542 1547 rBV4 58274 129112 1.55% 0.115%
58 12.792 1611 1616 1624 rBV2 67728 117950 1.41% 0.105%
59 12.963 1640 1645 1653 rVB2 64227 112258 1.35% 0.100%
60 13.122 1668 1672 1675 rVVv2 64102 101837 1.22% 0.091%
61 13.157 1675 1678 1684 rVB2 80324 117133 1.40% 0.104%
62 14.151 1837 1847 1851 rVV 3050397 4337407 51.99% 3.865%
63 14.192 1851 1854 1860 rVB 478874 624765 7.49% 0.557%
64 14.434 1889 1895 1907 rVB 3541399 5377051 64.45% 4.792%
65 14.739 1940 1947 1953 rVB 3381217 5036303 60.37% 4.488%
66 14.804 1953 1958 1963 rVB 58767 92942 1.11% 0.083%
67 14.916 1971 1977 1990 rBV 1230865 1840035 22.06% 1.640%
68 15.098 2003 2008 2012 rBV 168792 270924  3.25%  0.241%
69 15.498 2071 2076 2081 rBV3 76405 138977 1.67% 0.124%
70 15.728 2109 2115 2121 rBV 4624726 6657315 79.80% 5.933%
71 15.781 2121 2124 2129 rVV2 89814 134513 1.61% 0.120%
72 15.839 2129 2134 2141 rVB 547478 737226 8.84% 0.657%
73 15.986 2155 2159 2165 rVB2 101045 146323 1.75% 0.130%
74 16.104 2171 2179 2185 rVB 204299 319620 3.83% 0.285%
75 16.422 2227 2233 2238 rBV4 65527 162043 1.94% 0.144%
76 16.716 2279 2283 2287 rVB 104713 138732 1.66% 0.124%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc :

ALS Vvial : 13  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-BP072523.MA.M
Title : SVOA CALIBRATION
77 17.016 2331 2334 2339 rBv4 81921 115025 1.38% 0.103%
78 17.21@ 2363 2367 2371 rBV2 158959 205383 2.46% 0.183%
79 17.363 2389 2393 2396 rBV2 185644 273168 3.27% 0.243%
80 17.398 2396 2399 2406 rVB 211107 282919 3.39% 0.252%
81 17.498 2409 2416 2421 rBV 4164488 6251892 74.94% 5.572%
82 17.545 2421 2424 2428 rVV 759026 992045 11.89% 0.884%
83 17.598 2428 2433 2438 rVV2 4356941 6350284 76.12% 5.659%
84 17.669 2442 2445 2453 rVB3 209636 350565 4.20% 0.312%
85 17.939 2488 2491 2492 rBV 139370 149979 1.80% 0.134%
86 18.080 2509 2515 2521 rVB2 489513 893888 10.71% ©.797%
87 18.351 2557 2561 2567 rBV2 445704 634543 7.61% 0.566%
88 18.533 2588 2592 2597 rBV3 366847 571722 6.85% 0.510%
89 18.586 2598 2601 2605 rVvV2 251266 322198 3.86% 0.287%
90 18.627 2605 2608 2613 rVB2 165914 212396 2.55% 0.189%
91 18.810 2635 2639 2641 rBv2 143815 191324  2.29% 0.171%
92 19.498 2751 2756 2760 rVB 1326284 1787211 21.42% 1.593%
93 19.827 2806 2812 2815 rBV 5772212 8342794 100.00% 7.435%
94 21.263 3053 3056 3060 rBvV2 816905 907775 10.88% 0.809%
95 21.474 3089 3092 3097 rVB 346468 456035 5.47%  0.406%
96 21.592 3106 3112 3116 rBV 4028471 6174574 74.01% 5.503%
97 21.627 3116 3118 3124 rVB 528564 700237 8.39% 0.624%
98 23.374 3411 3415 3422 rBV2 565023 1139547 13.66% 1.016%
99 24.021 3518 3525 3531 rBV2 2671294 5447614 65.30% 4.855%
100 24.192 3548 3554 3562 rVB 2149926 4502394 53.97% 4.013%

Sum of corrected areas: 112208696
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP016361.D\data.ms
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Abundance TIC: BP016361.D\data.ms
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Abundance TIC: BP016361.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 1-Methoxy-3-methyl-2-butene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.911 4.04 ng/ul 526250 1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-3-methyl-2-butene 100 C6H120 022093-99-8 62
2 2-Methoxy-2-methylbut-3-ene 100 C6H120 040426-44-6 47
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 45
4 trans-1-Methoxy-3-methyl-1-butene 100 C6H120 1000139-44-0 39
5 3-Methylbut-2-enoic acid, tetrah... 184 C10H1603 1000187-32-6 38

Abundance Scan 106 (3.911 min): BP016361.D\data.ms (-103) (-) m/z 85.00 100.00%

85.0
- M&L
o ARBEEEENE RS
HM 3.60 3.80 4.00 4.20
Ot Ll 1909 2810 35504194 5324 ./, 41 00 40.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4409: 1-Methoxy-3-methyl-2-butene
85.0
5000 L B R I R
3.60 3.80 4.00 4.20
‘ m/z 55.05 22.76%
0"“'l
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4410: 2-Methoxy-2-methylbut-3-ene
85.0
R A ARARS REE
3.60 3.80 4.00 4.20
5000 m/z 39.00 17 .40%
oL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl- e AR N
85.0 3.60 3.80 4.00 4.20
m/z 69.00 17.34%
5000
7.
0\”Jl
m/z--> 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.981 7.87 ng/ul 1024420 1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 39
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 38
4 Oxirane, (2-methylpropyl)- 100 C6H120 023850-78-4 36
5 (S)-(-)-1-Amino-2-(methoxymethyl... 130 C6H14N20 059983-39-0 28
Abundance Scan 118 (3.981 min): BP016361.D\data.ms (-114) (-) m/z 85.00 100.00%
85.0
- ﬂ/\JtL
R e ARAmERES
) 3.60 3.80 4.00 4.20 4.40
ol il i 14902070 2810 3550 4634 5470 .., 41 .05  72.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
85.0
5000 T T[T T[Tl
3.60 3.80 4.00 4.20 4.40
27‘- 1 m/z 43.00 48.03%
O‘\\L ‘JIL‘!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-
85.0
R RRA R e
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.05 33.41%
27.
O‘MRHLJH"H"H‘w"H“H‘““w“u‘u“_“w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1736: 2-Pyrrolidinone R e N
85.0 3.60 3.80 4.00 4.20 4.40
m/z 59.95 23.64%
5000
27.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 Prenol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

4.093 2.05 ng/ul 267045 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 50
2 Prenol 86 C5H100 000556-82-1 50
3 Prenol 86 C5H100 000556-82-1 40
4 Trans-3-methylpent-3-ene-5-0l 100 C6H120 030801-95-7 10
5 trans-1-Methoxy-1-butene 86 C5H100 010034-13-6 10
Abundance Scan 137 (4.093 min): BP016361.D\data.ms (-133) (-) m/z 71.00 100.00%

71.0
5000

3.80 4.00 4.20 4.40

L) | 134.8 207.0 2821 357.0416.4  524.3
Al

0l A T T P T T T [T [T T m/z 41.10 50.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1912: Preno
71.0
5000
3.80 4.00 4.20 4.40
m/z 85.95 45 .46%
O‘\\””\\“\L\‘ \"\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1913: Preno
71.0
R B
3.80 4.00 4.20 4.40
5000 ITI/Z 53.00 41.47%
A 11—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Prenol R RRREEES e
71.0 3.80 4.00 4.20 4.40
m/z 39.00 38.79%
) JM

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\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 4 2-Buten-1-o0l, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.175 11.28 ng/ul 1468600 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 81
2 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 74
3 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 72
4 Prenol 86 C5H100 000556-82-1 64
5 Prenol 86 C5H100 000556-82-1 45

Abundance Scan 151 (4.175 min): BP016361.D\data.ms (-144) (-) m/z 71.00 100.00%

71.0

-

5000
R mE e e e RN
‘ 3.80 4.00 4.20 4.40
ol Ml J, 1339 208.9 280.8 3567414.3473.0 546. ./, 41,05  75.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Preno
71.0
5000
3.80 4.00 4.20 4.40
‘ m/z 43.05 43.60%
O‘\\m\”‘w\‘l‘\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl-
71.0
A e T
3.80 4.00 4.20 4.40
5000 m/z 69.00 41.23%
OHVI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2006: 2-Buten-1-ol, 2-methyl-

71.0 3.80 4.00 4.20 4.40
m/z 39.00 40.71%

5000

5

0 AR LAY
miz-> 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\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 2-Ethylacrolein Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.369 3.31 ng/ul 430647 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylacrolein 84 C5H80 000922-63-4 64
2 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 50
3 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 50
4 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 50
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 49

Abundance Scan 184 (4.369 min): BP016361.D\data.ms (-180) (-) m/z 83.95 100.00%

84.0

o

5000
RRREEEEEE S
4.00 4.20 4.40 4.60
Olprddly ) 165.0281.1294.93588 47315394  n/; 55.10  61.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1588: 2-Ethylacrolein
55.0
5000 L L R LN BN R B
4.00 4.20 4.40 4.60
\ m/z 39.10 50.94%
O‘\\\!H!“\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #1595: 2-Butenal, 2-methyl-
55.0
O AARARREEEEa R
4.00 4.20 4.40 4.60
5000 m/z 83.00 46.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1599: 2-Butenal, 2-methyl-
55.0 4.00 4.20 4.40 4.60
m/z 41.05 42.88%
) M
L NN A V5. %18 § SO G W

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\

Library Search Compound Report

Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 6 unknown-02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.575 3.40 ng/ul 442409 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-0l, (Z)- 100 C6H120 000928-96-1 47
2 3-Hexen-1-o0l 100 C6H120 000544-12-7 47
3 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 40
4 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 38
5 3-Hexen-1-o0l 100 C6H120 000544-12-7 38
Abundance Scan 219 (4.575 min): BP016361.D\data.ms (-214) (-) m/z 41.05 100.00%
41.0
- M
‘YTY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TF

001 , 4.20 4.40 4.60 4.80
| 00 209.0 280.9340.0404.2464.8 546 ./, 79 95  52.80%

O M e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4297: 3-Hexen-1-ol, (2)-
41.0
5000
4.20 4.40 4.60 4.80
m/z 69.05 44 .16%
O“ "“\l\l‘\‘\o‘o\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4262: 3-Hexen-1-0
41.0

4.20 4.40 4.60 4.80
5000 m/z 55.00  42.12%

eno

o] “\ 1

=

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4300: 3-Hexen-1-ol, (Z)- TR
41.0 4.20 4.40 4.60 4.80
m/z 67.05 41.93%
5000

=

OI,IJOOO

l‘Jl Il
R R R AR AR SR SRR AR AR SRR NS

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 Formic acid, 1-methylethyl ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.775 18.61 ng/ul 2423890 1,4-Dichlorobenzene-d4 8.099

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 1-Butene, 4-methoxy 86 C5H100 004696-30-4 53
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 53
5 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 50
Abundance Scan 253 (4.775 min): BP016361.D\data.ms (-248) (-) m/z 45.00 100.00%
45.0
5000 J\
T
07.0 4.40 4.60 4.80 5.00
0l | 4l4070  207.0 2811  388.2446.75058 1/, 43.00  32.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2327: Formic acid, 1-methylethyl ester
45.0
5000
4.40 4.60 4.80 5.00
\ m/z 41.10 27.52%
O‘\\Jl‘J“1\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2325: Formic acid, 1-methylethyl ester
45.0
‘Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TY*
4.40 4.60 4.80 5.00
5000 m/z 39.05 13.21%
o_uhﬂ‘\HwH_‘H_m,w‘w_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1967: 1-Butene, 4-methoxy R AR
45.0 4.40 4.60 4.80 5.00
m/z 69.05 11.01%
5000
A — Mif%

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 Carbonic acid, 3-pentyl pro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.828 9.94 ng/ul 1295100 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 3-pentyl propyl e... 174 C9H1803 1000325-64-0 72
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 64
3 1-Butanol, 3-methoxy-, acetate 146 C7H1403 004435-53-4 40
4 1-(1-Methoxypropan-2-yloxy)propa... 244 C9H15F304 1010367-08-7 39
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 39

Abundance Scan 262 (4.828 min): BP016361.D\data.ms (-258) (-) m/z 59.00 100.00%

59.0

:

5000
P T
‘ l . 4.60 4.80 5.00 5.20
Ol b 1180 20892680 356.0414.3 488.2546%1 1/, 43.00  38.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49745: Carbonic acid, 3-pentyl propyl ester
59.0
5000
4.60 4.80 5.00 5.20
m/z 41.10 17.01%
O\Jlill45’.0’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
‘Y_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_T
4.60 4.80 5.00 5.20
5000 ITI/Z 71.00 15.67%
o_M‘u e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25390: 1-Butanol, 3-methoxy-, acetate
59.0 4.60 4.80 5.00 5.20
m/z 45.00 6.20%
5000 J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\

Library Search Compound Report

Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 Guanidine, monothiocyanate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
5.234 2.49 ng/ul 324539 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine, monothiocyanate 116 C2H4N4S 056960-89-5 64
2 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 64
3 Acetamide 59 C2H5NO 000060-35-5 64
4 Acetone, dipentyl acetal 216 C13H2802 010076-57-0 59
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 50

Abundance Scan 331 (5.234 min): BP016361.D\data.ms (-326) (-)
59.0

m/z 59.00 100.00%

%

5000
e
5.00 5.20 5.40 5.60
Ol ], 183:0 2071 280.8 3551 4475 5185 m/z 43.00  73.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8959: Guanidine, monothiocyanate
59.0
5000 HH‘HH‘HH,HM
5.00 5.20 5.40 5.60
m/z 41.05 56.67%
. 117.0
O‘\\\\I’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

o

Abundance #4874: (3,3-Dimethyloxiranyl)methanol
59.0
T T
5.00 5.20 5.40 5.60
5000 m/z 39.00 29.95%
B R R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #274: Acetamide SR AT
59.0 5.00 5.20 5.40 5.60
m/z 42.05 27.20%
) M
0_1“\5“, T e e R ARaaasaEEs s S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:38:23 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 N,N-Dimethylacetamide Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.540 2.01 ng/ul 262126 1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 86
2 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 78
3 N,N-Dimethylacetamide 87 C4HONO 000127-19-5 78
4 N,N-Dimethylacetamide 87 C4HONO 000127-19-5 50
5 DL-Asparagine 132 C4H8N203 003130-87-8 45
Abundance Scan 383 (5.540 min): BP016361.D\data.ms (-378) (-) m/z 44.05 100.00%
44.0
T EmmEEE R SR
6.0 5.20 5.40 5.60 5.80
ol M H080 20902676  355.2415.6 4817546 1/, 43,00  72.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2110: N,N-Dimethylacetamide
44.0
5000 L L R B B
5.20 5.40 5.60 5.80
m/z 87.00 71.89%
O‘\‘\”\ ‘hl\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2114: N,N-Dimethylacetamide
87.0
AR
5.20 5.40 5.60 5.80
5000 m/z 42.05 36.54%
R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2112: N,N-Dimethylacetamide e SRR R e,
44.0 5.20 5.40 5.60 5.80
m/z 72.05 24.44%
5000
e — %ML%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 14
R.T. EstConc Area Relative to ISTD R.T.
5.952 2.40 ng/ul 312443  1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-chloro- 90 C4H7C1 004461-41-0 43
2 Pyrrolidin-5-one, 2,3-dedihydro-... 129 C4H3NO4 1000124-44-1 32
3 1-Propene, 3-chloro-2-methyl- 90 C4H7C1 000563-47-3 30
4 1-Propene, 3-chloro-2-methyl- 90 C4H7C1 000563-47-3 27
5 1-Propene, 1-chloro-2-methyl- 90 C4H7C1 000513-37-1 25

Abundance Scan 453 (5.952 min): BP016361.D\data.ms (-445) (-) m/z 90.00 100.00%

90.0
5000
“ 5.60 5.80 6.00 6.20
(
obAliull 147.7207.0267.0  363.2 4302 546¢ /. 55.0p  g5.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2643: 2-Butene, 2-chloro-
55.0
5000 L L LI B I LR B
5.60 5.80 6.00 6.20
‘ m/z 39.00 77.97%
O‘\\JH\\‘ll‘\l\l‘\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14647: Pyrrolidin-5-one, 2,3-dedihydro-3-nitro-
58.0 1290
e ERamREaE Rt e
5.60 5.80 6.00 6.20
5000 m/z 53.00 74 .56%
0”“\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2657: 1-Propene, 3-chloro-2-methyl- SR
55.0 5.60 5.80 6.00 6.20
m/z 41.00 48.32%
) J\//\J/\—/\/\A}\
oullﬂw“ i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 2-Buten-1-o0l, 3-methyl-, ac... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.363 3.22 ng/ul 418991 1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 78
2 2-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 59
3 4-Penten-1-0l, heptafluorobutyrate 282 C9H9F702 1000365-33-7 53
4 2-Buten-1-o0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 53
5 1,4-Pentadiene 68 C5H8 000591-93-5 52
Abundance Scan 523 (6.363 min): BP016361.D\data.ms (-518) (-) m/z 43.00 100.00%
43.0
- J\/\\//\/\\/Ww}\
DT
” I ol 6.00 6.20 6.40 6.60
obdddl 1401 2211 3268 4285 5196 ./, gg.e5 81.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14088: 2-Buten-1-ol, 3-methyl-, acetate
68.0
5000 \‘HH‘HH‘HH’\/\‘/\\\T’\'
6.00 6.20 6.40 6.60
m/z 67.00 73.60%
Sl 20
‘\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14091: 2-Buten-1-ol, 3-methyl-, acetate
43.0
ST e
6.00 6.20 6.40 6.60
5000 m/z 41.05 71.09%
H ‘ | 1280
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176557: 4-Penten-1-ol, heptafluorobutyrate R BmaamEse SR o
68.0 6.00 6.20 6.40 6.60
m/z 69.00 53.12%
5000
169.0
0“”‘,241'0 N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:38:27 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 unknown-04 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.775 3.65 ng/ul 475364  1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Chloro-2-buten-1-0l1 106 C4H7C10 040605-42-3 47
2 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 45
3 4-Chloro-3-methylbut-2-en-1-o0l 120 C5H9C1O 053170-97-1 40
4 3-Penten-2-ol 86 C5H100 001569-50-2 40
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 37

Abundance Scan 763 (7.775 min): BP016361.D\data.ms (-757) (-)
41.0

m/z 41.05 100.00%

N

5000
T
H ]{02.0 7.40 7.60 7.80 8.00
ol Mlhl L 1951 2808 354.9 4297 5389 .., 7). 00 78.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5645: 3-Chloro-2-buten-1-ol
71.0
5000 L L N B B

7.40 7.60 7.80 8.00
m/z 39.10 72.29%

OLZJM JF“.L Ll

‘H\‘ \r“\\\\‘\\H’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\

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

N

Abundance #534: 1,2-Dimethyl cyclopropene
39.0
e AABEEaEES ST
7.40 7.60 7.80 8.00
5000 ITI/Z 69.00 69.45%
o'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10581: 4-Chloro-3-methylbut-2-en-1-ol R e R SN
71.0 7.40 7.60 7.80 8.00
m/z 56.00 69.17%
o L —— S 2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:38:28 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 2-(Diethylamino)acetonitrile Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.322 2.44 ng/ul 317462 1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Diethylamino)acetonitrile 112 C6H12N2 003010-02-4 72
2 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 72
3 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 56
4 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 50
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 43
Abundance Scan 856 (8.322 min): BP016361.D\data.ms (-848) (-) m/z 97.10 100.00%
97.1

;

5000
T
3% 8.00 8.20 8.40 8.60
|
Ol bdib LU, 2069 280.9 354.6 420.6 4914549 /7 55.10  30.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7126: 2-(Diethylamino)acetonitrile
97.0
5000 UL L B R I B |
8.00 8.20 8.40 8.60
29.0 m/z 112.10  21.67%
O‘\‘\‘“\\“‘l\“f\l\‘J\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #7156: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
97.0

——

8.00 8.20 8.40 8.60
5000 m/z 43.00 17.14%

Al

-

ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7131: 2-Pyrazoline, 1,4,5-trimethyl- R RamE T R
97.0 8.00 8.20 8.40 8.60

m/z 41.10 14.64%

5000

N
e8]
o

o ” iy

rreb e b e e e S EE .

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\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 1,1'-Biphenyl, 2,4,4'-trich... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.080 2.86 ng/ul 893888  Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,4,4'-trichloro- 256 C12H7C13 007012-37-5 99
2 1,1'-Biphenyl, 2,4,4'-trichloro- 256 C12H7C13 007012-37-5 99
3 1,1'-Biphenyl, 2,3,4'-Trichloro- 256 C12H7C13 038444-85-8 99
4 1,1'-Biphenyl, 3,3',5-trichloro- 256 C12H7C13 038444-87-0 99
5 1,1'-Biphenyl, 2,3',5-trichloro- 256 C12H7C13 038444-81-4 99
Abundance Scan 2515 (18.080 min): BP016361.D\data.ms (-2509) (- m/z 256.00 100.00%
256.0
186.0
5000
75.0
| \ l 18.00
obbidiltbudi b b 32683014 4759 s49. o 5cg 0 96.06%
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #142657: 1,1'-Biphenyl, 2,4,4'-trichloro-
186.0 256.0
5000 j\ L ‘
18.00
75.0 m/z 186.00  75.85%
OI‘I"'“I“[“J“\“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142656: 1,1'-Biphenyl, 2,4,4'-trichloro-
256.0
186.0 AWA :
18.00
5000 m/z 150.00 29.88%
75.0 ‘ \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142640: 1,1'-Biphenyl, 2,3,4"-Trichloro- P ‘
256.0 18.00
m/z 260.00  29.31%
186.0
5000
75.0 WA
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 Anthracene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.351 2.03 ng/ul 634543  Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 52
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 51
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
Abundance Scan 2561 (18.351 min): BP016361.D\data.ms (-2557) (- m/z 73.00 100.00%
73.0 192.1
5000
\J 000 1050
0 H‘“Nu'uw“‘ﬁm“ﬂ'“n"\ JJ‘Z‘?TZ?“?“‘?"?‘““?9;5‘ 4900549 1) 195,05  85.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 P M
18.00 18.50
m/z 43.10 78.72%
96.0
0 H\\‘\‘H‘l‘\“\u\i\J‘\‘\"HH‘\H\|HH‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67029: Anthracene, 1-methyl-
192.0
— ——
18.00 18.50
5000 m/z 60.00 76.19%
82.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67042: Phenanthrene, 4-methyl- = TR
192.0 18.00 18.50
m/z 41.05 70.78%
- J\WL/\
82.0
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\BP@72523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP072523.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 (DEL) Alkane: Cyclic21.263 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.263 2.94 ng/ul 907775  Chrysene-di12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 91
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
3 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 86
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 81
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 81

Abundance Scan 3056 (21.263 min): BP016361.D\data.ms (-3053) (- m/z 57.10 100.00%
7.1

5
5000

228.1
— —
| ﬁl 21.00 21.50
Ol A i 31623843 4889 ' m/z 43.10  85.56%
m/z--> 50 100 150 200 250 300 350400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0

5000 T
21.00 21.50
m/z 55.10 73.41%

5.0
J \ 224.0
O \H!‘HH“!\\‘\!“\H\l‘HlH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

57.0
P o
21.00 21.50
5000 ITI/Z 83.10 70.28%
5.0
0 L ‘tm'“‘ ?5%0 3099 648 wﬂmvﬂvwwNA%«pﬁvmmwm
e R e L PR e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143665: 1-Hexadecanol, 2-methyl- —— —
57.0 21.00 21.50
m/z 69.10 63.47%
o J‘Wr
J ﬁ.o 238.0
Ol A bt s o e e pree e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP@16361.D

Acqg On : 25 Jul 2023 23:55
Operator : MA/JU

Sample : 03534-09

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@72523.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|
1-Methoxy-3-met... 3.911 4.0 ng/ul 526250 1 8.099 2604900 20.0
unknown-01 3.981 7.9 ng/ul 1024420 1 8.099 2604900 20.0
Prenol 4.093 2.0 ng/ul 267045 1 8.099 2604900 20.0
2-Buten-1-o01, 2... 4.175 11.3 ng/ul 1468600 1 8.099 2604900 20.0
2-Ethylacrolein 4.369 3.3 ng/ul 430647 1 8.099 2604900 20.0
unknown-02 4.575 3.4 ng/ul 442409 1 8.099 2604900 20.0
Formic acid, 1-... 4.775 18.6 ng/ul 2423890 1 8.099 2604900 20.0
Carbonic acid, 4.828 9.9 ng/ul 1295100 1 8.099 2604900 20.0
Guanidine, mono... 5.234 2.5 ng/ul 324539 1 8.099 2604900 20.0
N,N-Dimethylace... 5.540 2.0 ng/ul 262126 1 8.099 2604900 20.0
unknown-03 5.952 2.4 ng/ul 312443 1 8.099 2604900 20.0
2-Buten-1-01, 3... 6.363 3.2 ng/ul 418991 1 8.099 2604900 20.0
unknown-04 7.775 3.6 ng/ul 475364 1 8.099 2604900 20.0
2-(Diethylamino... 8.322 2.4 ng/ul 317462 1 8.099 2604900 20.0
1,1'-Biphenyl, ... 18.080 2.9 ng/ul 893888 4 17.498 6251890 20.0
Anthracene, 2-m... 18.351 2.0 ng/ul 634543 4 17.498 6251890 20.0
(DEL) Alkane: C... 21.263 2.9 ng/ul 907775 5 21.592 6174570 20.0
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