LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc :

ALS vial : 4 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-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21097.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.193 32 35 42 rVB 26820 37335 0.86% 0.977%
2 3.487 81 85 91 rBvV 26288 47433 1.09% 0.098%
3 3.634 109 110 118 rVV2 13545 22079 0.51% 0.046%
4 3,705 118 122 128 rW 51910 71440 1.65% ©.148%
5 3.917 155 158 163 rVB 12986 16242 0.37% 0.034%
6 4.328 225 228 232 rBvV2 7491 11406 0.26% 0.024%
7 4.464 247 251 259 rVB3 13998 24685 ©.57% 0.051%
8 4.817 306 311 320 rVB 48246 77384 1.78% 0.160%
9 4.928 327 330 340 rVB6 8174 17565 0.41% 0.036%
106 5.699 452 461 466 rBV6 4980 12963 0.30% 0.027%
11 5.793 474 477 483 rVB5 5659 10656 0.25% 0.022%
12 6.764 636 642 650 rBV6 12543 28725 0.66% 0.059%
13 6.881 655 662 675 rVW 396916 777081 17.92%  1.609%
14 7.016 679 685 698 rVB 365192 582948 13.44% 1.207%
15 7.216 713 719 727 rBV 466666 780431 18.00% 1.615%
16 7.3065 731 734 742 rVV2 11312 26883 0.62% 0.056%
17 7.4065 745 751 762 rVB 92137 156853  3.62% 0.325%
18 7.669 789 796 805 rBV 667145 1117300 25.76% 2.313%
19 7.758 806 811 826 rVB 75622 150302 3.47% 0.311%
20 7.946 836 843 844 rBV6 5546 10279 0.24% 0.021%
21 8.181 877 883 890 rVW2 86864 147912  3.41% 0.306%
22 8.399 911 920 927 rBV 487549 914006 21.08% 1.892%
23 8.458 927 930 950 rVB4 44496 133473 3.08% 0.276%
24 8.828 986 993 1003 rBV 448137 750527 17.31%  1.554%
25 8.969 1013 1017 1021 rVB6 10079 16025 0.37% 0.033%
26 9.169 1048 1051 1060 rBV2 7707 16381 0.38% 0.034%
27 9.375 1080 1086 1094 rBV2 34449 63398 1.46% 0.131%
28 9.540 1105 1114 1126 rBV 371788 666120 15.36% 1.379%
29 9.705 1138 1142 1146 rBV6 5483 10343 0.24% 0.021%
30 9.787 1150 1156 1169 rBV5 19701 70551 1.63% 0.146%

31 10.087 1198 1207 1223 rBV 505552 1028073 23.71%
32 10.434 1259 1266 1274 rBV 864023 1580627 36.45%
33 10.605 1287 1295 1308 rVV 163345 365859  8.44%
34 10.987 1353 1360 1366 rBV5 20958 37822 0.87%
35 11.193 1388 1395 1404 rBV 89588 193258  4.46%
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36 11.275 1405 1409 1415 rVB8 5042 10110 0.23% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc :

ALS vial : 4 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-BP071024.MA.M
Title : SVOA CALIBRATION
37 11.493 1440 1446 1450 rBV4 14352 31228 0.72% 0.065%
38 11.534 1450 1453 1460 rVB4 14927 24621 ©0.57% 0.051%
39 12.040 1532 1539 1545 rVB4 11250 22653 0.52% 0.047%
40 12.104 1545 1550 1554 rBvV4 7278 14368 ©0.33% 0.030%
41 12.893 1677 1684 1690 rVB1o 8508 19775 0.46% 0.041%
42 13.246 1740 1744 1755 rVB6 11208 27710 0.64% 0.057%
43 13.504 1776 1788 1798 rBV 44398 144662 3.34% 0.299%
44 13.616 1801 1807 1812 rVB9 8606 20969 0.48% 0.043%
45 13.716 1812 1824 1836 rBV 910684 1479417 34.11% 3.062%
46 13.998 1861 1872 1888 rBV 1093366 1858144 42.85%  3.846%
47 14.198 1902 1906 1913 rBV9 9579 20982 0.48% 0.043%
48 14.310 1918 1925 1932 rVV 1569450 2174041 50.13% 4.500%
49 14.375 1932 1936 1942 rVB 33206 53716 1.24% 0.111%
50 14.534 1961 1963 1971 rVB 600402 900043 20.75% 1.863%
51 14.610 1971 1976 1991 rBV 243798 550201 12.69% 1.139%
52 14.722 1991 1995 2005 rVB7 36550 87236 2.01% 0.181%
53 15.104 2054 2060 2065 rBV5 12441 25700 0.59% 0.053%
54 15.328 2092 2098 2105 rBV 1449616 2233672 51.51% 4.624%
55 15.387 2105 2108 2118 rVB2 44348 75380 1.74% 0.156%
56 15.481 2118 2124 2136 rBV 406322 689626 15.90% 1.428%
57 15.687 2156 2159 2163 rBV 10523 18315 0.42% 0.038%
58 15.810 2175 2180 2182 rBV6 11440 16933 0.39% 0.035%
59 15.892 2190 2194 2198 rBV6 6726 11623 0.27% 0.024%
60 16.057 2218 2222 2224 rBV4 16184 22632 0.52% 0.047%
61 16.334 2264 2269 2273 rBV6 7553 12784 0.29% 0.026%
62 16.416 2275 2283 2286 rBV7 15832 36053 0.83% 0.075%
63 16.522 2297 2301 2307 rBV5 35416 63833 1.47% 0.132%
64 16.787 2341 2346 2351 rBV 25855 41038 0.95% ©0.085%
65 16.845 2351 2356 2359 rBV2 62942 95484  2.20% ©.198%
66 16.939 2368 2372 2378 rVB2 41129 77021 1.78% 0.159%
67 17.028 2385 2387 2393 rVB7 21254 34215 0.79% 0.071%
68 17.128 2397 2404 2408 rBV 1795625 2692655 62.09% 5.574%
69 17.175 2408 2412 2416 rVB 539785 784067 18.08% 1.623%
70 17.234 2416 2422 2426 rBV 1526574 2191167 50.53% 4.536%
71 17.310 2432 2435 2439 rVB6 12898 16605 0.38% 0.034%
72 17.539 2469 2474 2475 rBV4 35973 50079 1.15% 0.104%
73 17.569 2476 2479 2485 rVV 51245 99381 2.29% 0.206%
74 17.628 2487 2489 2492 rVW4 19178 20902 0.48% 0.043%
75 17.663 2492 2495 2499 rVWW4 16333 27049 0.62% 0.056%
76 17.739 2503 2508 2514 rVB3 37499 67426 1.55% 0.140%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc :

ALS vial : 4 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-BP071024.MA.M
Title : SVOA CALIBRATION
77 17.816 2518 2521 2525 rVB2 22688 30909 0.71% 0.064%
78 17.934 2537 2541 2547 rBV9 24452 53135 1.23% 0.110%
79 18.051 2554 2561 2565 rBV2 549114 864400 19.93% 1.789%
80 18.169 2578 2581 2586 rVB 32253 47691 1.10% ©.099%
81 18.233 2586 2592 2596 rBV3 145533 258112 5.95% ©.534%
82 18.269 2596 2598 2601 rVvV3 18651 22095 0.51% 0.046%
83 18.339 2607 2610 2611 rBV3 37011 37107 0.86% 0.077%
84 18.616 2653 2657 2664 rVB2 71765 119479 2.76% 0.247%
85 18.933 2707 2711 2714 rBV 40494 59985 1.38% 0.124%
86 19.022 2723 2726 2728 rBV2 43465 59470 1.37% 0.123%
87 19.263 2759 2767 2773 rBV 1321609 2000491 46.13% 4.141%
88 19.392 2785 2789 2798 rVB4 223983 363270 8.38% 0.752%
89 19.616 2821 2827 2830 rBV 2348525 3438784 79.30% 7.118%
990 19.639 2830 2831 2841 rVV 996170 1038818 23.95% 2.150%
91 19.716 2842 2844 2849 rVB2 61723 78557 1.81% 0.163%
92 20.163 2917 2920 2925 rVB2 180402 311202 7.18% 0.644%
93 20.269 2935 2938 2942 rBV 87489 114638 2.64% 0.237%
94 21.222 3095 3100 3110 rVB3 771946 1273453 29.36% 2.636%
95 21.475 3140 3143 3147 rVB 273506 341529 7.88% 0.707%
96 21.575 3152 3160 3164 rVV3 2227039 4336689 100.00% 8.977%
97 21.622 3165 3168 3178 rVB 538938 875381 20.19% 1.812%
98 23.851 3542 3547 3554 rBV 399870 922604 21.27% 1.910%
99 24.674 3681 3687 3694 rVB 777698 1742838 40.19% 3.608%
106 24.910 3719 3727 3736 rBV 1145192 3101113 71.51% 6.419%

Sum of corrected areas: 48309631
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021097.D\data.ms

2500000
2000000
1500000

1000000 10.434

7.669
7 216 8.399 s 828

500000 9.540
Jf31se. 934858817 4. 224 8508 55993 6. 7j¢]& J@QE’ 775%1 a@éﬁ 7087 R\, /\ _13 @ﬁiaw 1p0m04

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11. 00 11. 50 12.00 12.50
Abundance TIC: BP021097.D\data.ms

21.5675
19.616

2500000

2000000 17.128

14.310 17.234

1500000 15.328 19.263 21.222

39
13.998 211622

1000000 13.716

21.41

500000

Bam A9 14148

O T T T T e T T T T T T e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP021097.D\data.ms

2500000

2000000 24.910

24.67
1500000

23.851
1000000

500000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Cyclohexanone, 2-hydroxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.405 2.81 ng/ul 156853  1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 80
2 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 53
3 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 37

4 (S)-(+)-2-(Methoxymethyl)pyrroli... 115 C6H13NO 063126-47-6 32
5 Proline 115 C5H9NO2 000147-85-3 32

Abundance Scan 751 (7.405 min): BP021097.D\data.ms (-745) (-) m/z 57.05 100.00%

57.0

o

5000
R
N 1151 7.00 7.20 7.40 7.60 7.80
bt HpL 2019 281.0  374.3 4480 5245 /7 7e.10  87.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8158: Cyclohexanone, 2-hydroxy-
70.0
5000
7.00 7.20 7.40 7.60 7.80
m/z 44.00  26.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8162: Cyclohexanone, 2-hydroxy-
70.0
R R R
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.05 19.22%
o_“}‘u‘J"uu_uH‘w_‘H_H‘,mww_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #623: Furan, 2,3-dihydro- Rt EAARERRRE S
70.0 7.00 7.20 7.40 7.60 7.80
m/z 43.05 16.56%
h W\MJ‘
o_w\Lm T e e e e [T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 2 Proline, 3,4-didehydro- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.758 2.69 ng/ul 150302 1,4-Dichlorobenzene-d4 7.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Proline, 3,4-didehydro- 113 C5H7NO2 003395-35-5 64
2 2H-Pyran-2-one, 5,6-dihydro- 98 C5H602 003393-45-1 64
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 59
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 45
5 Dihydro-3-methylene-5-methyl-2-f... 112 C6H802 062873-16-9 42
Abundance Scan 811 (7.758 min): BP021097.D\data.ms (-806) (-) m/z 67.95 100.00%
68.0
5000 j\\
R R AR
\ 7.40 7.60 7.80 8.00
oL i) 114912079 28003431 4152 482.9541C 1/, 39,65  18.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7778: Proline, 3,4-didehydro-
68.0
5000 L L L B LI BN I
7.40 7.60 7.80 8.00
m/z 40.05 17.67%
0\\\”‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3502: 2H-Pyran-2-one, 5,6-dihydro-
68.0
R AR E
7.40 7.60 7.80 8.00
5000 m/z 83.95 12.56%
0HAMMm‘mwm‘mw""mw‘m_m‘uw\m_ MN\M‘/\W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3152: 2-Cyclohexen-1-one A AR AREE
68.0 7.40 7.60 7.80 8.00
m/z 55.00 11.29%
) MLM
o‘M“'p‘uH‘mwm‘mmm‘mWm‘mwm‘_m_ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Benzaldehyde, 2-hydroxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.181 2.65 ng/ul 147912  1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-hydroxy- 122 C7H602 000090-02-8 96
2 Benzaldehyde, 2-hydroxy- 122 C7H602 000090-02-8 95
3 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 95
4 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 93
5 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 91
Abundance Scan 883 (8.181 min): BP021097.D\data.ms (-877) (-) m/z 121.95 100.00%

122.0
5000
39.0

R R R NS e AR
“ M 7.80 8.00 8.20 8.40 8.60
I

O bl L] 1911 28293434 4240 5031 u/; 121,00  93.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11277: Benzaldehyde, 2-hydroxy-
122.0
5000 TTT T T T[T i m
7.80 8.00 8.20 8.40 8.60
39.0 m/z 65.05  31.92%
Ollj‘m‘““l‘\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11271: Benzaldehyde, 2-hydroxy-
122.0
P
7.80 8.00 8.20 8.40 8.60
5000( 39 0 m/z 39.05 23.93%
o'hMLH’ e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11282: Benzaldehyde, 3-hydroxy- R RS
122.0 7.80 8.00 8.20 8.40 8.60
m/z 76.00 21.40%
5000

39.0

ol \L ul, }\\JL

‘\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP©21097.D

Acqg On : 23 Jul 2024 13:38

Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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-Cyclohexen-1-o0l Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.458  2.39 ng/ul 133473  1,4-Dichlorobenzene-d4  7.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
""" _Cyclohexen-1-ol 98 CeHIe0  008822-67-3 72

000822-67-3 64
000931-17-9 53
001460-57-7 50
000279-42-5 50

-Cyclohexen-1-o0l 98 C6H100
-Cyclohexanediol 116 C6H1202
-Cyclohexanediol, trans- 116 C6H1202
-Diazabicyclo[2.2.0]heptane 98 C5H1ON2

VA wWwN R
PRRENN
M
\lNNﬁﬁ

Abundance Scan 930 (8.458 min): BP021097.D\data.ms (-927) (-) m/z 70.00 100.00%

70.0
5000 A/L

W} | ||141.0201.9 267.8 340.9402.1462.9 537.1 8.20 840 5.60 860
dl g2 DD 2078 o00.9302.1462.9 5371 m/z 57.00  66.42%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3588: 2-Cyclohexen-1-0
70.0

5000 T T
8.20 8.40 8.60 8.80

m/z 83.05 42.08%

\\H\”I‘”“\J”\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3585: 2-Cyclohexen-1-0
70.0

8.20 8.40 8.60 8.80

o

o

5000 ITI/Z 98.05 40.76%
O‘LM”JA‘,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9185: 1,2-Cyclohexanediol R RRRRREEEY Sy
70.0 8.20 8.40 8.60 8.80

m/z 55.00  39.05%

| lm Lid | W”AU\V

o R R RRRRE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 1-Phenoxypropan-2-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.193 2.45 ng/ul 193258 Naphthalene-d8 10.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87

Abundance Scan 1395 (11.193 min): BP021097.D\data.ms (-1388) (- m/z 93.95 100.00%

94.0
5000
152.1 — —
‘ ’ ‘ ‘ 11.00 11.50
ol SH@ULLL, | 266093260 4208 5281 ., 77.00  24.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000 ‘ T
11.00 11.50
m/z 152.05 18.56%
i T DT
O‘\‘\‘1‘#“[‘1\1!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
= ]
11.00 11.50
5000 ITI/Z 108.00 16.58%
152.0
g
0‘HﬂﬁW¥wkm‘pu‘_‘H_‘H‘H‘WH‘W‘HW‘H‘_‘H_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-o
94.0 11.00 11.50
m/z 78.00 14.81%
5000
3Lm ' 152.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.534 8.28 ng/ul 900043  Acenaphthene-di1e 14.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Acetoxypentadecane 270 C17H3402 1000245-62-1 12
2 Decane, 1-bromo- 220 C10H21Br 000112-29-8 12
3 Acetic acid, 3-hydroxy-2-nitroph... 197 C8H7NO5 1000269-41-1 10
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
Abundance Scan 1963 (14.534 min): BP021097.D\data.ms (-1961) (- m/z 43.10 100.00%
43.1
5000 137.1 A
14.50 |
197.2 :
o L 12972 2670 3551 a23048605048 W 531y s 7a
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161163: 3-Acetoxypentadecane
43.0
5000 — :
14.50
m/z 137.05 41.57%
101.0
il 2100
O‘\\\‘\“‘\“\\”\l‘\\\“\‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98235: Decane, 1-bromo-
43.0
135.0 — :
14.50
5000 m/z 97.10 35.56%
o‘ MVJI e
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance  #72928: Acetic acid, 3-hydroxy-2-nitrophenyl ester ——
43.0 14.50
m/z 101.10  33.90%
5000 155.0 /\\
o"HJ‘fhuH_‘"W‘H_m_m_H‘_m_wwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\

Library Search Compound Report

Data File : BP©21097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.051 6.42 ng/ul 864400  Phenanthrene-di10 17.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2561 (18.051 min): BP021097.D\data.ms (-2554) (- m/z 73.00 100.00%
73.0
5000 Nwwwf#/\\\fww
213.2 = :
lassi |,
ob MALEEE .y 12020 400746095281 /) 59 05 go.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 1
18.00
H 213.0 m/z 43.10 89.11%
0\\{“ \l\’l‘\ll“\“}\‘L\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
T \
256.0 18.00
5000 m/z 57.05 73.54%
H 157.0
ok H“““H\ L ———
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T ‘
43.0 18.00
m/z 55.10 71.61%
5000 256.0
129.0
oL s o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP©21097.D

Acqg On : 23 Jul 2024 13:38

Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.222  5.87 ng/ul 1273456 Chrysene-di2 21.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 CloH38 618435-45-5 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94

3 2- Chloropropionic acid, octadec... 360 C21H41C102
4 Cyclohexadecane 224 C16H32
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

088104-31-8 93
000295-65-8 93
006385-15-5 93

Abundance Scan 3100 (21.222 min): BP021097.D\data.ms (-3095) (- m/z 57.10 100.00%
1.1

5
5000
226.1

1p5.1 — ——
{ }} 21.00 21.50
oy ) 3411 42614932  mjz 55.10  85.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
—— —
21.00 21.50

29.0 m/z 43.10 85.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0

5000 m/z 83.10  83.56%

125.0
‘J}hhlnlgao 29?0
(O e B I LN o m e S o s S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester —
57.0 21.00 21.50
m/z 69.10 72.05%

5000

5000

ol — —
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP071024.MA.M Wed Jul 24 19:02:06 2024

Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072324\
Data File : BP021097.D

Acqg On : 23 Jul 2024 13:38
Operator : MA/JU

Sample : P3238-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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|
Cyclohexanone, 7.405 2.8 ng/ul 156853 1 7.669 1117300 20.0
Proline, 3,4-di... 7.758 2.7 ng/ul 150302 1 7.669 1117300 20.0
Benzaldehyde, 2... 8.181 2.6 ng/ul 147912 1 7.669 1117300 20.0
2-Cyclohexen-1-0l1 8.458 2.4 ng/ul 133473 1 7.669 1117300 20.0
1-Phenoxypropan... 11.193 2.5 ng/ul 193258 2 10.434 1580630 20.0
unknown-01 14.534 8.3 ng/ul 900043 3 14.310 2174040 20.0
n-Hexadecanoic ... 18.051 6.4 ng/ul 864400 4 17.128 2692660 20.0
(DEL) Alkane: S... 21.222 5.9 ng/ul 1273450 5 21.575 4336690 20.0
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