LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc :

ALS Vvial : 17 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@16365.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 36 rVB2 74114 134250 1.79% 0.110%
2 3.858 91 97 103 rBV2 806509 1432632 19.12% 1.176%
3 3.911 103 106 114 rVW 269152 404387 5.40% ©.332%
4 3,981 114 118 122 rVW 396362 529453 7.07% 0.435%
5 4.022 122 125 128 rW 94540 136036 1.82% 0.112%
6 4.058 128 131 133 rWV 68338 101001 1.35% ©0.083%
7 4.087 133 136 145 rVB3 114117 195073 2.60% 0.160%
8 4.175 145 151 160 rVB 671885 1085886 14.50% 0.891%
9 4.369 174 184 190 rBV 216796 323724 4.32% 0.266%
106 4.575 214 219 235 rVB 267943 403314 5.38% 0.331%
11  4.728 240 245 248 rBv2 111095 180084 2.40% 0.148%
12 4.775 248 253 258 rVV 1583466 2284989 30.50% 1.875%
13  4.822 258 261 268 rVB 725568 1017389 13.58% 0.835%
14  4.922 273 278 284 rVW2 63004 113941 1.52% 0.094%
15 4.987 284 289 292 rVV2 108257 169439 2.26% 0.139%
16 5.028 292 296 301 rW 77251 128443 1.71% 0.105%
17 5.128 308 313 318 rW 81332 121464 1.62% 0.100%
18 5.234 326 331 338 rVWW 200617 305009 4.07% 0.250%
19 5.540 378 383 392 rBV2 118335 233884 3.12% 0.192%
20 5.952 445 453 458 rBV 159309 258152  3.45% 0.212%
21 6.011 458 463 467 rVW 71326 113020 1.51% 0.093%
22 6.293 502 511 518 rBv2 55708 114203 1.52% 0.094%
23 6.364 518 523 528 rBvV2 222203 346438 4.62%  0.284%
24 6.840 596 604 607 rBV 91148 152189 2.03% 0.125%
25 6.9065 611 615 620 rVv2 117559 187226  2.50% 0.154%
26 7.222 662 669 677 rBV 1330022 2193708 29.28% 1.800%
27 7.293 677 681 687 rVB 113751 176888 2.36% 0.145%
28 7.428 696 704 714 rVB 1031757 1621578 21.65% 1.331%
29 7.611 725 735 741 rBV 1250279 1968398 26.28% 1.615%
36 7.775 757 763 769 rBV 261437 400506 5.35% ©.329%
31 8.034 798 807 811 rBV5 62255 111721 1.49% 0.092%
32 8.099 811 818 826 rVV 1338048 2163009 28.87% 1.775%
33 8.246 835 843 848 rBV 112253 207358 2.77% 0.170%
34 8.322 852 856 862 rVW 150228 246495 3.29% 0.202%
35 8.410 868 871 885 rVB2 61066 120762 1.61% 0.099%

36 8.787 928 935 943 rBV 989768 1615119 21.56% 1.325%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc :

ALS Vvial : 17 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 8.940 949 961 970 rVB 191805 395485 5.28% 0.325%
38 9.287 1012 1020 1027 rVV 1167294 1878430 25.07% 1.542%
39 9.440 1035 1046 1052 rVV3 48793 143759 1.92% 0.118%
40 10.004 1134 1142 1148 rBV 779000 1250346 16.69% 1.026%
41 10.528 1221 1231 1238 rBV 1534690 2606847 34.80% 2.139%
42 10.757 1263 1270 1279 rVB 112326 212291 2.83% 0.174%
43 10.928 1292 1299 1306 rBV 1938213 3287264 43.88% 2.698%
44 11.081 1317 1325 1331 rBV3 265309 549467 7.33% 0.451%
45 11.287 1351 1360 1366 rBvV2 120339 285818 3.82% 0.235%
46 11.340 1366 1369 1377 rVB 88535 135000 1.80% 0.111%
47 11.569 1401 1408 1409 rBV2 152334 241111 3.22% 0.198%
48 11.651 1416 1422 1424 rBV2 109863 172689 2.31% 0.142%
49 11.728 1430 1435 1440 rVB2 103435 169370 2.26% 0.139%
50 12.363 1535 1543 1552 rVB5 44217 115056 1.54% 0.094%
51 12.963 1640 1645 1651 rVV2 61892 104611 1.40% ©0.086%
52 13.157 1675 1678 1684 rVv2 77567 119985 1.60% 0.098%
53 13.516 1728 1739 1743 rBV4 54649 125735 1.68% 0.103%
54 14.145 1838 1846 1851 rVV 2561593 3695087 49.33% 3.032%
55 14.193 1851 1854 1860 rVB 376006 490213 6.54% 0.402%
56 14.440 1889 1896 1908 rVB 2999941 4630156 61.81% 3.800%
57 14.740 1940 1947 1953 rVV 2796708 4219183 56.32% 3.463%
58 14.798 1953 1957 1963 rVB 145478 218620 2.92% 0.179%
59 14.916 1971 1977 1989 rBV 1080374 1611505 21.51% 1.323%
60 15.104 2003 2009 2012 rBV2 155339 262979 3.51% 0.216%
61 15.728 2109 2115 2121 rBV 3883906 5635319 75.23% 4.625%
62 15.787 2121 2125 2129 rVV 160274 221116 2.95% 0.181%
63 15.839 2129 2134 2142 rVB 282136 402092 5.37% 0.330%
64 17.210 2363 2367 2370 rBV2 155687 204742  2.73% 0.168%
65 17.316 2382 2385 2389 rVB 96469 116471 1.55% 0.096%
66 17.498 2410 2416 2420 rBV 3434351 5007396 66.84% 4.109%
67 17.545 2420 2424 2428 rVV 1903382 2632810 35.14% 2.161%
68 17.598 2428 2433 2438 rVV2 3875355 5621689 75.04% 4.614%
69 17.634 2438 2439 2446 rVB 360596 346602 4.63% 0.284%
70 17.910 2482 2486 2489 rVV 115123 154155 2.06% 0.127%
71 17.951 2490 2493 2498 rVB 119226 163343 2.18% 0.134%
72 18.075 2511 2514 2522 rVB5 90115 155974 2.08% 0.128%
73 18.351 2556 2561 2566 rBV2 679238 1040655 13.89%  0.854%
74 18.404 2566 2570 2573 rVB 261879 360573 4.81% 0.296%
75 18.480 2580 2583 2587 rVB 119115 157454 2.10% 0.129%

76 18.545 2589 2594 2598 rBV3 370588 654055 8.73% ©.537%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc :

ALS Vvial : 17 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 18.628 2605 2608 2612 rBV5 66974 100382 1.34% 0.082%
78 18.839 2641 2644 2648 rVB 196986 239266 3.19% 0.196%
79 18.886 2648 2652 2657 rBV 142545 206893 2.76% 0.170%
80 19.233 2707 2711 2714 rBV 221699 284463 3.80% 0.233%
81 19.498 2751 2756 2761 rVB 3198431 4067542 54.30%  3.338%
82 19.580 2767 2770 2775 rBV3 193347 263762 3.52% 0.216%
83 19.822 2806 2811 2814 rBV 5277322 7491283 100.00% 6.148%
84 19.851 2814 2816 2823 rVB 2954950 3493108 46.63% 2.867%
85 20.427 2911 2914 2917 rBV 236653 262045 3.50% 0.215%
86 21.263 3052 3056 3060 rBV 1499369 1750717 23.37% 1.437%
87 21.298 3060 3062 3068 rVB2 495385 655357 8.75% 0.538%
88 21.422 3079 3083 3087 rBV 473902 635713  8.49% 0.522%
89 21.469 3088 3091 3096 rVB 1041358 1300597 17.36% 1.067%
90 21.586 3105 3111 3116 rBV2 3867820 7008067 93.55% 5.751%
91 21.627 3116 3118 3125 rVB 1257184 1544171 20.61% 1.267%
92 22.210 3214 3217 3220 rBV2 739773 899120 12.00% 0.738%
93 22.433 3251 3255 3265 rVB2 698810 1345556 17.96% 1.104%
94 23.374 3409 3415 3421 rBV3 2249269 4658250 62.18% 3.823%
95 23.957 3510 3514 3518 rBV 360546 621200 8.29% ©.510%
96 24.021 3518 3525 3530 rVV2 2485022 5306997 70.84%  4.355%
97 24.074 3530 3534 3541 rVB 1029628 1959035 26.15% 1.608%
98 24.192 3548 3554 3561 rVB 1935733 3960790 52.87%  3.250%
99 24.480 3599 3603 3619 rVB3 496795 1055463 14.09% 0.866%
100 24.898 3669 3674 3683 rVB 732345 1649551 22.02% 1.354%

Sum of corrected areas: 121851949
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
BP016365.D

: 26 Jul 2023 02:10

: MA/JU

: 03534-13

: 17  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: BP016365.D\data.ms
5000000
4000000
3000000
10.928
2000000
4rrs 7. 222 8.099 10.528
5811 8787 9.287
1000000 3.858; 1,5 4/822 10. 004
34% 36 ﬁ@% $46.540 5525%53" 6689205 29 "1"89 aao 440 10.75 /@J%amﬁszs
0\‘\\\\\\\\‘\7\ \\\\\\\\\\\‘\\\\\\\A\T\\\\\\\\‘\\\\\\\\W‘\\\\‘\\\\‘\\\\N\A S
Time--> 3.50 4.00 4.50 500 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: BP016365.D\data.ms
19.822
5000000
17.598
15.728
4000000 17.498 1g4gq9851
14.440
14.740
3000000 14.145
2000000
20.427
1000000
141193
12.363 12.96831513.516
O I o e e e e e e e L e LA L S S B o B L A o B B e e S A
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP016365.D\data.ms
21.586
5000000
4000000
23374 24021
4.192
3000000
24|10
2000000
23.957|| 24.48024-898
1000000 Ax\ﬂ\Jkﬁ\“’““ﬁ\\ffJ\,\/\/k/\J«uwx/\JJ\/ﬂvakvj\JAxV\#Af\N,V\/\W/\
0 LI ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 10
R.T. EstConc Area Relative to ISTD R.T.
3.911 3.74 ng/ul 404387 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 53

2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 45

3 trans-1-Methoxy-3-methyl-1-butene 100 C6H120 1000139-44-0 38

4 3-Methylbut-2-enoic acid, tetrah... 184 C10H1603 1000187-32-6 36

5 2-Furanmethanol, tetrahydro-5-me... 116 C6H1202 006126-49-4 36

Abundance Scan 106 (3.911 min): BP016365.D\data.ms (-103) (-) m/z 85.00 100.00%

85.0

-

5000
R
H\‘ H | 192.8 266.9 341.2401.0462.6 543.7 3:60.5.80 400 4.20
0 bl g P52 2P0 S SHLEADLI 020 2831 m/z 41.e5  40.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4409: 1-Methoxy-3-methyl-2-butene
85.0
5000 TT T T[T T T T[T T [iTir]
3.60 3.80 4.00 4.20
‘ m/z 55.00 22.87%
()Ilﬂl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
85.0
Frpr YT e
3.60 3.80 4.00 4.20
5000 m/z 69.00 17.37%
27.
0’I ‘J‘\lkuw“‘H‘HH‘HH‘HHWH‘HHWHWH‘HH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4443: trans-1-Methoxy-3-methyl-1-butene R A ARARER
85.0 3.60 3.80 4.00 4.20
m/z 67.10 16.52%
5000
18.0
o““““ ARBaaanssiEES
m/z--> 0 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\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 7

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

3.981 4.90 ng/ul 529453  1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone 85 C4H7NO 000616-45-5 38
2 Oxirane, (2-methylpropyl)- 100 C6H120 023850-78-4 36
3 (S)-(-)-1-Amino-2-(methoxymethyl... 130 C6H14N20 059983-39-0 28
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9

5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9

Abundance Scan 118 (3.981 min): BP016365.D\data.ms (-114) (-)
85.0

m/z 85.00 100.00%

-

5000
‘ 3.60 3.80 4.00 4.20 4.40
ob il | 14692079 280.93412403846665263 1/, 4105 71.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1736: 2-Pyrrolidinone
85.0
5000 T T[T T[T T [ TTirr1
3.60 3.80 4.00 4.20 4.40
20 m/z 43.00  46.29%
O}Tll’llf
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4400: Oxirane, (2-methylpropyl)-
85.0
RRRRRwanE e o]
3.60 3.80 4.00 4.20 4.40
50001 27. m/z 39.00 32.49%
Oyﬂh
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15326: (S)-(-)-1-Amino-2-(methoxymethyl)-pyrrolidine
85.0

3.60 3.80 4.00 4.20 4.40
m/z 60.00 23.35%

5000

-

m/z-->

0 27ﬂ\$ it \

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@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17

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 2

R.T. EstConc Area Relative to ISTD R.T.
4.175 10.04 ng/ul 1085890 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 81
2 Prenol 86 C5H100 000556-82-1 81
3 Prenol 86 C5H100 000556-82-1 50
4 Prenol 86 C5H100 000556-82-1 45
5 1-Butene, 2-(chloromethyl)- 104 C5HOC1 023010-02-8 40

Abundance Scan 151 (4.175 min): BP016365.D\data.ms (-145) (-) m/z 71.00 100.00%

71.0

-

5000
R EmE s e e EENRAEE
3.80 4.00 4.20 4.40
ol Afld [ 13011921 2809 3704 4623 544L /7 41.10  77.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Preno
71.0
5000 U L L B I BN B
3.80 4.00 4.20 4.40
‘ m/z 43.10 44.94%
O‘\\m\”‘“\J‘\J\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1913: Preno
71.0
e R
3.80 4.00 4.20 4.40
5000 m/z 69.10 42.19%
Om““ll,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1911: Preno
71.0 3.80 4.00 4.20 4.40
m/z 39.00 41.65%
o"JH‘J‘,,‘ N e =

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@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 4 2-Butenal, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.369 2.99 ng/ul 323724  1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 64
2 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 56
3 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 50
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 46
5 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 42
Abundance Scan 184 (4.369 min): BP016365.D\data.ms (-174) (-) m/z 83.95 100.00%
84.0
5000 U
S RaN  RARRERREN
‘ 4.00 4.20 4.40 4.60
ol kil 1609 2669 340.8400.9 466.9527.3 ./, 55,10  66.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1599: 2-Butenal, 2-methyl-
55.0
5000 L L B LA BN B B
4.00 4.20 4.40 4.60
m/z 39.00 49.07%
O\\!‘IIN\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1606: 2H-Pyran, 3,4-dihydro-
55.0
R
4.00 4.20 4.40 4.60
5000 m/z 83.00 46.92%
L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1595 2-Butenal, 2-methyl- R RAREAREEES S
55.0 4.00 4.20 4.40 4.60
m/z 41.10 42.14%
) M
0 J”J T T T T T T T T T
et e et e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 3-Hexen-1-o0l Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.575 3.73 ng/ul 403314 1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l 100 C6H120 000544-12-7 50
2 3-Hexen-1-o0l 100 C6H120 000544-12-7 50
3 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 49
4 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 47
5 2-Hexene, 3,5-dimethyl- 112 C8H16 003404-79-3 40
Abundance Scan 219 (4.575 min): BP016365.D\data.ms (-214) (-) m/z 41.10 100.00%
41.1
‘Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TY*
J ]400 0 4.20 4.40 4.60 4.80
ol T 207.1267.1324.93855 454.1 5255 ./, 79,05  49.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4262: 3-Hexen-1-0
41.0
5000 U L R SR B B
4.20 4.40 4.60 4.80
m/z 69.05 44.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4269: 3-Hexen-1-0
41.0
4.20 4.40 4.60 4.80
5000 m/z 66.95 42.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4300: 3-Hexen-1-ol, (Z)- TR Y
41.0 4.20 4.40 4.60 4.80
m/z 55.05 41.40%
5000
OILHJOO-OH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:42:04 2023 Page: 9



Data Path : Z
Data File : B

Acqg On )
Operator : M
Sample : 0
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
P016365.D

6 Jul 2023 02:10

A/JU

3534-13

7 Sample Multiplier: 1

: 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 Diisopropyl ether Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.775 21.13 ng/ul 2284990 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 53
2 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 47
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 42
4 2-Hexanol, 3,4-dimethyl- 130 C8H180 019550-05-1 40
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 40
Abundance Scan 253 (4.775 min): BP016365.D\data.ms (-248) (-) m/z 45.05 100.00%
45.0
5000 Aﬁ
o ARAEEREEEESSREE
‘ ‘ %7 0 4.40 4.60 4.80 5.00
bbb liS S 207.0 2811 3481406.4469.2527.5 1/ 43.00  36.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4984: Diisopropy! ether
45.0
5000 T T [ T[Tt iri T
4.40 4.60 4.80 5.00
m/z 41.10 33.09%
O\JIIWlL[g.O‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2327: Formic acid, 1-methylethyl ester
45.0
‘Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TF
4.40 4.60 4.80 5.00
5000 m/z 85.05 20.69%
o‘M’,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5003: 2-Pentanol, 4-methyl-
45.0 4.40 4.60 4.80 5.00
m/z 39.05 15.86%
) MJ\M
O‘HMWJNM‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_‘H‘H‘W‘ PR TR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:42:05 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17

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 7 Propanoic acid, 2-hydroxy-2... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

4.822  9.41ng/ul 101739  1,4-Dichlorobenzene-dd .09
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 59

2 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 39
3 Guanidine 59 CH5N3 000113-00-8 9
4 1-(1-Methoxypropan-2-yloxy)propa... 244 C9H15F304 1010367-08-7 9
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9
Abundance Scan 261 (4.822 min): BP016365.D\data.ms (-258) (-) m/z 59.00 100.00%
59.0
- J/Jt

S 'L'S G|
| 4.40 4.60 4.80 5.00 5.20
by 146820712668 37704414 5490 /7 43.00  34.76%

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
5000 [rr [T rrrrprrrrprot
4.40 4.60 4.80 5.00 5.20
m/z 71.00 12.49%
0‘\‘\”\JJ1“ 1\‘\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5384: 1-Butanol, 3-methoxy-
59.0
P R
4.40 4.60 4.80 5.00 5.20
5000 ITI/Z 41.10 12.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298: Guanidine T e
59.0 4.40 4.60 4.80 5.00 5.20
m/z 45.00 5.97%
5000 J\
Ol e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:42:06 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17

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 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 Guanidine, monothiocyanate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
5.234 2.82 ng/ul 305009 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 Oxirane, tetramethyl- 100 C6H120 005076-20-0 64
3 Acetamide 59 C2H5NO 000060-35-5 59
4 Acetone, dipentyl acetal 216 C13H2802 010076-57-0 53
5 Pentanamide 101 C5H11NO 000626-97-1 50

Abundance Scan 331 (5.234 min): BP016365.D\data.ms (-326) (-)
59.0

m/z 59.00 100.00%

%

5000
R AEaREREEEEE
} ‘ 5.00 5.20 5.40 5.60
ol A 1231 192.7 2666 3550 4640 548: /7 43.05 69.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8959: Guanidine, monothiocyanate
59.0
5000 uu‘uu‘uu,u\/\\ﬁ’ﬁ
5.00 5.20 5.40 5.60
m/z 41.05 54.85%
0 | 1170
‘\\\\‘ \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4341: Oxirane, tetramethyl-
59.0
T
5.00 5.20 5.40 5.60
5000 m/z 42.05 28.67%
O‘Mﬂk‘muw‘u‘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 #274: Acetamide S e
59.0 5.00 5.20 5.40 5.60
m/z 39.05 27.65%
- j\M
o_JuL‘u‘ T e e R R RRRRER RN

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 17:42:07 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 9 N,N-Dimethylacetamide Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
5.540 2.16 ng/ul 233884 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 87
2 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 86
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 72
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 50
5 Urea, trimethyl- 102 C4H1eN20 000632-14-4 47
Abundance Scan 383 (5.540 min): BP016365.D\data.ms (-378) (-) m/z 44.05 100.00%
44.0
. JL
 ABEEmEEE R S
5.20 5.40 5.60 5.80
ol Lali 98,8 207.0264.9 3553 431.3489.9547¢ /7 87.00  76.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2110: N,N-Dimethylacetamide
44.0
5000 _‘f\k\‘uu‘uu‘uu’uu‘
5.20 5.40 5.60 5.80
m/z 43.00 72.51%
O‘\‘\A\ “‘1\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2114: N,N-Dimethylacetamide
87.0
e RREEE R e
5.20 5.40 5.60 5.80
5000 m/z 42.00 38.01%
O RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2112: N,N-Dimethylacetamide  ARESEE SRS e e
44.0 5.20 5.40 5.60 5.80
m/z 72.00 25.76%
5000
L — @l@
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:42:08 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 2-Butene, 2-chloro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.952 2.39 ng/ul 258152 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 86
2 1-Propene, 1-chloro-2-methyl- 90 C4H7C1 000513-37-1 40
3 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 35
4 5-Cyclopropyl-2H-1,2,3,4-tetrazole 110 C4H6N4 027943-07-3 35
5 Pyrrolidin-5-one, 2,3-dedihydro-... 129 C4H3NO4 1000124-44-1 35
Abundance Scan 453 (5.952 min): BP016365.D\data.ms (-445) (-) m/z 89.95 100.00%
90.0

—

5000
R Emaa
m “ \ 92.9 5.60 5.80 6.00 6.20
Ol il 192.9 2668 3551416.1477.0536.6 ./, 5510 86.71%
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 L B LI BN B
5.60 5.80 6.00 6.20
‘ m/z 53.00 74.63%
O‘\\“\‘\‘“‘l\‘\l‘\‘\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2660: 1-Propene, 1-chloro-2-methyl-
55.0
S RARNEREEEME
5.60 5.80 6.00 6.20
5000 m/z 39.00 67.11%
o“'mH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33257: 2,2-Bis(chloromethyl)-1-propanol T
90.0 5.60 5.80 6.00 6.20
m/z 41.05 46.82%
5000
31.0
o_‘““m‘f‘«w P e e e MR EERREEEEERE A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:42:10 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\

Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10

Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 11 2-Buten-1-o0l, 3-methyl-, ac... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.364 3.20 ng/ul 346438 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 72
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 59
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 (6.364 min): BP016365.D\data.ms (-518) (-)

3

m/z 43.00 100.00%

5000

N

m 140.0 2070 6.00 6.20 6.40 6.60
Olprrrbitd 2700 207.0269.0 340.9 4330 5144 n/z 68.05  83.68%

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

Abundance #14092: 2-Buten-1-ol, 3-methyl-, acetate
68.0
5000 \‘uu‘uu‘uu,\J\W
6.00 6.20 6.40 6.60
m/z 67.05 79.22%
O‘\\H\J‘L 112?.0’
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
ST T e
6.00 6.20 6.40 6.60
5000 m/z 41.05 70.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14090: 2-Buten-1-ol, 3-methyl-, acetate T
43.0 6.00 6.20 6.40 6.60
m/z 69.05 57.21%
5000
1280
T e A

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 17:42:11 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP016365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 12 4-Chloro-3-methylbut-2-en-1-ol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.775 3.70 ng/ul 400506 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3-methylbut-2-en-1-0l 120 C5H9C1O 053170-97-1 50
2 Ethanamine, N-butylidene- 99 C6H13N 001611-12-7 50
3 Trans-3-methylpent-3-ene-5-o0l 100 C6H120 030801-95-7 47
4 Cyclohexanecarboxylic acid, 2-te... 212 C12H2003 1000279-85-7 35
5 2-Furancarboxylic acid, 2-tetrah... 196 C10H1204 004623-04-5 27
Abundance Scan 763 (7.775 min): BP016365.D\data.ms (-757) (-) m/z 41.05 100.00%
41.0
- MMJ
G T
| 1"02.0 7.40 7.60 7.80 8.00
ol AMALL 2080 2008 3549 43434929 q/p 7105  79.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10581: 4-Chloro-3-methylbut-2-en-1-ol
71.0
5000 L L LN B I B B
7.40 7.60 7.80 8.00
‘ m/z 69.00 69.40%
O\\“\‘JTL“\‘J‘M\J‘}“H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3989: Ethanamine, N-butylidene-
56.0
o e T
7.40 7.60 7.80 8.00
5000 m/z 39.05 68.97%
0“HHu‘HW“H“H‘“H“‘H“H“‘H“_“‘_“‘_“w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4421: Trans-3-methylpent-3-ene-5-ol e AARMESEEN SR
71.0 7.40 7.60 7.80 8.00
m/z 56.05 68.33%
m/z--> 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 17:42:12 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 13 1H-Pyrazole, 4,5-dihydro-3,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.322 2.28 ng/ul 246495 1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 72
2 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 72
3 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 72

4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 72
5 2-(Diethylamino)acetonitrile 112 C6H12N2 003010-02-4 56

Abundance Scan 856 (8.322 min): BP016365.D\data.ms (-852) (-) m/z 97.10 100.00%

97.1

5000

——

P e e
39“- ‘ 8.00 8.20 8.40 8.60
| 155.9 221.1282.0 357.0 426.4 541.3 m/z 55.00  31.08%

Mol L
IR AR B T R I L L L L L B B B I

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

Abundance #7155: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
97.0

o

-

5000 UL L B R I R B |
8.00 8.20 8.40 8.60
28.0 m/z 112.05 20.74%
O ‘ T \‘I\ Ll ’“\ } \‘\ ‘ \‘\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7624: 2-Pentene, 2,4,4-trimethyl-
97.0

8.00 8.20 8.40 8.60
5000 m/z 43.00 17.62%

il

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

Abundance #7157: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl- RN RN
97.0 8.00 8.20 8.40 8.60

m/z 41.10 12.05%

o

-

5000

28.0

-

o"“4\1,"‘m_u"_H‘_m_HwH‘mwwwww AL
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\BP072523\
Data File : BP016365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.351 4.16 ng/ul 1040660  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
Abundance Scan 2561 (18.351 min): BP016365.D\data.ms (-2556) (- m/z 192.05 100.00%
1921
73.0
5000
H 18.00 18.50
) 256.1 . .
0 "wJuwm‘"ﬁ%hmw L2500 3409 4289 5009 17 191,10 60.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 = A
18.00 18.50
m/z 72.95 57.92%
0 3.9.0\ 96|O L
\\\‘\\\1‘\\\1‘\\\ ‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
— s
18.00 18.50
5000 m/z 43.05  49.40%
96.0
A S Y A —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67039: Phenanthrene, 2-methyl- — —
192.0 18.00 18.50
m/z 59.95 47.04%
5000
94.0
Ozzpwwhm‘uxykh“H“H‘W“H,H“M‘H“H‘M“W‘ — P
m/z--> 50 100 150 200 250 300 350 400 450 500 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@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
18.545 2.61 ng/ul 654055  Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 91
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 64
4 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 59
5 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 40

Abundance Scan 2594 (18.545 min): BP016365.D\data.ms (-2589) (- m/z 190.10 100.00%
190.1
- NJ\
94.8 -— :
‘ ‘ 2019 i 18.50
ol38 il i A 2019354.9412.14735 5445 /7 189.10  96.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 Y ‘
18.50
95.0 m/z 191.10 27.23%
27|'91\|AJ’ | ‘
OHH‘"H‘H“\'H\‘\'H“\\\\‘H\\‘\\H|HH‘HH‘HH|HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
R [
18.50
5000 m/z 192.10 25.32%
94.0
031'0'*‘*‘,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene 1
189.0 18.50
m/z 187.00 20.56%
5000
94.0
o}“ =
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\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.263 5.00 ng/ul 1750720  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 99
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 90
5 Cyclohexadecane 224 C16H32 000295-65-8 89

Abundance Scan 3056 (21.263 min): BP016365.D\data.ms (-3052) (- m/z 57.10 100.00%
7.1

5

T
21.00 21.50

1
ow_‘w?ﬂem_mwH"3‘47:9“‘%5:‘3““?%-9‘WWw m/z 43.10  79.92%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 — ——
21.00 21.50

m/z 55.10 63.75%

L ‘ .0196.0
0 T \U\ f “\
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #155961: 1-Nonadecene
97.0
— —
21.00 21.50
5000 ITI/Z 83.10 62.15%

ozj‘.)‘ ‘h,‘?‘?-o 266.0 WJLL%
e e e
miz—> 0 50 100150200 250300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 21.00 21.50
m/z 71.10 60.44%

- MJMJ\
FF]?‘ 252.0 369.0

\ . 648.1
YR POUR MRS - 1 U . -

T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.210 2.57 ng/ul 899120  Chrysene-di12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3217 (22.210 min): BP016365.D\data.ms (-3214) (- m/z 57.10 100.00%

57.1
5000

— —
22.00 22.50
MI Nlﬁ

Ok b L7 1972 2751 356.1414.6474.3 549 y/; 7110 74.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0

5000 — e
22.00 22.50

m/z 43.10 64.12%

2390
o LTS 3080
‘\\\’\\\\‘\\\\‘\\1\T\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

T —
22.00 22.50

5000 m/z 85.10 53.70%
ity ‘“H“‘H“H“_“‘_“w“u“‘u“u“u“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane T ——
57.0 22.00 22.50

m/z 41.10 24.39%

- W\_J\LM
T

0 J | | 127.0 1970 268.0
s 90 2880

‘ ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 18 Naphthalene, 2-(phenylmethyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.433 3.84 ng/ul 1345560  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 53
2 1H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 49
3 1,1'-Biphenyl, 5,2',3',4'-tetram... 274 C16H1804 119101-30-3 44
4 Naphtho[1,2-b]furan-2(3H)-one, 5... 274 C19H1402 077573-41-2 42
5 1,4-Naphthoquinone, 6-ethyl-2,5-... 218 C12H1004 013378-87-5 38

Abundance Scan 3255 (22.433 min): BP016365.D\data.ms (-3251) (- m/z 218.10 100.00%
218.1

5000

_

39.0 101.0 “j 76.1 22.50
§,27P.1 3533 420.9489.0549: . 5u4 15 57.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96911: Naphthalene, 2-(phenylmethyl)-
218.0
5000 T
22.50
141.0 m/z 202.10 25.31%
20 ol
O‘\\\\’\\\T‘\\\f \\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96916: 1H-Cyclopenta[ljphenanthrene, 2,3-dihydro-
218.0

v

22.50
5000 m/z 219.10  22.41%

50, M0 |,

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

Abundance #166055: 1,1'-Biphenyl, 5,2',3',4'-tetramethoxy-
274.0 22.50

m/z 203.10  15.33%

o

-

5000

145.0 216.0

OW‘ﬁ%q”\”‘h”‘WAWWL”‘W‘”W‘”\””\”‘W‘”W‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 19 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.957 3.14 ng/ul 621200 Perylene-di2 24.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
Abundance Scan 3514 (23.957 min): BP016365.D\data.ms (-3510) (- m/z 252.10 100.00%
252.1
o MLL
1251 T s
ol 581 il 1874, | 3490 4204 5122 /5 55010  30.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 ]
24.00
m/z 253.10 21.32%
125.0
ol 630 | 187.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138555: Benzo[a]pyrene
252.0
—
24.00
5000 m/z 125.10 13.73%
126.0
oh. 630 | | 1870 |
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138566: Benzo[b]fluoranthene —
252.0 24.00
m/z 126.00 11.69%
5000
126.0
0. 630 | d 187.0 |
AR B e R B s F
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00

SFAM-EPA-BP072523.MA.M Wed Jul 26 17:42:20 2023 Page: 23



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\

Library Search Compound Report

Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 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 Oxirane, hexadecyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
24.480 5.33 ng/ul 1055460  Perylene-di12 24.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 93
3 Hexacosanal 380 C26H520 026627-85-0 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
5 Octadecanal 268 C18H360 000638-66-4 90

Abundance Scan 3603 (24.480 min): BP016365.D\data.ms (-3599) (- m/z 57.10 100.00%
57.1
266.1 1
‘ 1n25.1 208.0 “ 24.50
ol AL (S50 4, 3850 4124 47655351 1/, 43,10 83.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl-
82.0
5000 T
24.50
m/z 82.05 80.60%
O\\‘\H[\T“\”‘“\h]\‘\“\\lT{\‘“\\IZ\EQ\?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158567: Octadecana
43.0
——
24.50
5000 m/z 55.05 64 .04%
110.0
‘ ‘ ‘ oL WJ&AV\N””f\“mV“wJﬂb
LT TTR N ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal 7
57.0 24.50
m/z 96.05 58.67%
o W’/Lk
362.0
o, n "1820 2500
“"H“_‘H“H‘_"W‘H“H‘W‘H“H‘w“u‘u“_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@72523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc

ALS vial : 17 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 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 4
R.T. EstConc Area Relative to ISTD R.T.
24.898 8.33 ng/ul 1649550  Perylene-di12 24.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
2 Docosane, 9-butyl- 366 C26H54 055282-14-9 93
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 3674 (24.898 min): BP016365.D\data.ms (-3669) (- m/z 57.10 100.00%
57.1
5000 UL
— ——
‘ Hl}ﬂs'lleg 1925 2 24.50 25.00
oL bld i1 oPP12252 3002 4141 4840549\, 7119  70.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
5000 — ——
24.50 25.00
m/z 43.10 58.06%
9.0 295.0
O\J‘\"\‘\J‘\n‘\A\J\lﬁ?.?O\wH‘\!‘Hr\'w\\\3‘6\4\.-9‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275540: Docosane, 9-butyl-
43.0
— ——
24.50 25.00
5000 m/z 85.10 55.43%
9.0 1820 309.0
252.0 .
ow‘n“uﬂ\ke\m‘mJww‘mH“L"?’95-9_”‘_”‘_‘H_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- “ T
57.0 24.50 25.00
m/z 55.10  23.89%
e M\M
113.0
oLl 00 090360
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072523\
Data File : BP@16365.D

Acqg On : 26 Jul 2023 02:10
Operator : MA/JU

Sample : 03534-13

Misc :

ALS Vvial : 17 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 3.7 ng/ul 404387 1 8.099 2163010 20.0
unknown-01 3.981 4.9 ng/ul 529453 1 8.099 2163010 20.0
Prenol 4.175 10.0 ng/ul 1085890 1 8.099 2163010 20.0
2-Butenal, 2-me... 4.369 3.0 ng/ul 323724 1 8.099 2163010 20.90
3-Hexen-1-0l 4.575 3.7 ng/ul 403314 1 8.099 2163010 20.0
Diisopropyl ether 4.775 21.1 ng/ul 2284990 1 8.099 2163010 20.0
Propanoic acid,... 4.822 9.4 ng/ul 1017390 1 8.099 2163010 20.0
Guanidine, mono... 5.234 2.8 ng/ul 305009 1 8.099 2163010 20.0
N,N-Dimethylace... 5.540 2.2 ng/ul 233884 1 8.099 2163010 20.0
2-Butene, 2-chl... 5.952 2.4 ng/ul 258152 1 8.099 2163010 20.0
2-Buten-1-o01, 3... 6.364 3.2 ng/ul 346438 1 8.099 2163010 20.0
4-Chloro-3-meth... 7.775 3.7 ng/ul 400506 1 8.099 2163010 20.0
1H-Pyrazole, 4,... 8.322 2.3 ng/ul 246495 1 8.099 2163010 20.0
Phenanthrene, 1... 18.351 4.2 ng/ul 1040660 4 17.498 5007400 20.0
4H-Cyclopenta[d... 18.545 2.6 ng/ul 654055 4 17.498 5007400 20.0
Ethanol, 2-(tet... 21.263 5.0 ng/ul 1750720 5 21.592 7008070 20.90
(DEL) Alkane: S... 22.210 2.6 ng/ul 899120 5 21.592 7008070 20.0
Naphthalene, 2-... 22.433 3.8 ng/ul 1345560 5 21.592 7008070 20.0
Benzo[e]pyrene 23.957 3.1 ng/ul 621200 6 24.192 3960790 20.0
Oxirane, hexade... 24.480 5.3 ng/ul 1055460 6 24.192 3960790 20.0
(DEL) Alkane: S... 24.898 8.3 ng/ul 1649550 6 24.192 3960790 20.0
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