LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc :

ALS vial : 5 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@29730.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.311 34 38 46 rVB 85723 116025 1.12% 0.097%
2 3.599 84 87 93 rBvV 16514 24956 0.24% 0.021%
3 3.722 105 108 124 rBV 503518 840841 8.11% 0.701%
4 4.046 158 163 168 rBV 26616 39108 0.38% 0.033%
5 4.905 274 309 311 rBV3 235545 1459428 14.08% 1.216%
6 6.846 636 639 645 rVB6 6642 11622 0.11% 0.010%
7 7.028 662 670 683 rBV 1310351 2130674 20.56% 1.775%
8 7.199 693 699 709 rBV 1051096 1698162 16.39% 1.415%
9 7.387 724 731 742 rBV 1291645 1996803 19.27% 1.664%
10 7.475 742 746 756 rVB 30625 62247 0.60% 0.052%
11 7.857 803 811 818 rBV 1047828 1632425 15.75% 1.360%
12 7.922 818 822 828 rVB 18464 27954 0.27% 0.023%
13 8.569 925 932 941 rBV 1531118 2442438 23.57% 2.035%
14  9.028 1002 1010 1017 rBV 1221118 1987956 19.18% 1.656%
15 9.422 1070 1077 1082 rVB3 11004 19661 0.19% 0.016%

16 9.745 1123 1132 1142 rBV 935470 1532061 14.78%
17 9.928 1156 1163 1164 rBV6 15266 28087  0.27%
18 10.281 1212 1223 1234 rBV 1424111 2323844 22.42%

PRRPROR
0
w
o
R

19 10.657 1279 1287 1296 rBV 1358579 2293649 22.13% 911%
20 10.804 1303 1312 1330 rBV 1216346 2111538 20.38% 759%
21 12.087 1526 1530 1535 rVB4 7345 13287 ©.13% 0.011%
22 12.251 1552 1558 1565 rVB 28324 50220 0.48% 0.042%
23 12.569 1605 1612 1618 rVB6 12441 26584 0.26% 0.022%
24 12.692 1624 1633 1641 rBV 85625 202678 1.96% ©.169%
25 13.181 1712 1716 1721 rVB6 8080 12144 ©.12% ©0.010%

26 13.328 1730 1741 1750 rBV 2400107 4248769 41.00%
27 13.41@ 1750 1755 1761 rW 89493 148672 1.43%
28 13.492 1761 1769 1782 rVV2 2807302 5167411 49.86%
29 13.675 1792 1800 1801 rBV7 6249 13977 0.13%
30 13.733 1806 1810 1815 rVve 12535 24264 0.23%

OO pPOW
w
[
%
R

31 13.933 1836 1844 1853 rBV 4346609 6677073 64.43%
32 14.063 1863 1866 1872 rVB7 8862 13464 0.13%
33 14.204 1874 1890 1903 rBV 2686266 3956296 38.18%
34 14.398 1916 1923 1935 rBV 965886 1665422 16.07%
35 14.510 1935 1942 1953 rVB 1824351 2697078 26.03%

NEFE WwWwoOown
N
O
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B

36 14.598 1953 1957 1967 rVB1@ 18646 47162 0.46% ©.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc :

ALS vial : 5 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION
37 14.716 1970 1977 1992 rBV 899630 1472091 14.21% 1.227%
38 14.869 1999 2003 2010 rvv9o 7992 15136 ©0.15% 0.013%
39 14.933 2010 2014 2021 rVBS 15348 32015 0.31% 0.027%
40 15.116 2040 2045 2050 rBV5 7454 15557 ©0.15% 0.013%
41 15.210 2053 2061 2075 rBV 3755611 6006333 57.96% 5.004%
42 15.328 2075 2081 2082 rBV6 7727 14871 0.14% 0.012%
43 15.404 2086 2094 2105 rVV 1054017 1605547 15.49%  1.338%
44 15.510 2105 2112 2119 rVB 3083314 4613096 44.52%  3.843%
45 15.627 2125 2132 2148 rBV 933913 1374503 13.26% 1.145%
46 15.751 2148 2153 2156 rVV3 16175 22516 0.22% 0.019%
47 16.127 2213 2217 2219 rBv4 13002 18762 0.18% 0.016%
48 16.298 2242 2246 2253 rBv8 12833 25819 0.25% 0.022%
49 16.616 2297 2300 2306 rBV5 21753 32391 0.31% 0.027%
50 16.675 2306 2310 2317 rVB4 23360 33222 0.32% 0.028%
51 16.827 2332 2336 2340 rVB7 7844 11065 0.11% 0.009%
52 16.945 2349 2356 2360 rBvVS8 8685 17633 0.17% 0.015%
53 16.992 2361 2364 2368 rVB6 11750 13925 0.13% 0.012%
54 17.045 2368 2373 2376 rBV6 10487 19273 0.19% 0.016%
55 17.169 2386 2394 2404 rBV 2360405 3543211 34.19% 2.952%
56 17.274 2404 2412 2421 rVV2 5035924 8342484 80.50% 6.951%
57 17.363 2421 2427 2434 rVV 3046246 4391170 42.37%  3.659%
58 17.422 2434 2437 2440 rVB4 16121 19494 0.19% 0.016%
59 17.945 2518 2526 2532 rVB5 28866 72052 0.70% 0.060%
60 18.033 2537 2541 2542 rBV3 15289 18432 0.18% 0.015%

61 18.180 2557 2566 2583 rBV 1314636 2760393 26.64%  2.300%

62 18.469 2611 2615 2624 rVB1o 22822 44515 0.43% 0.037%
63 18.604 2634 2638 2644 rBV4 26675 47676 0.46% 0.040%
64 18.845 2675 2679 2685 rBV6 29837 42027 0.41% 0.035%
65 19.045 2709 2713 2715 rBV5 13361 21617 ©.21% ©0.018%
66 19.068 2715 2717 2722 rVV6 16298 23897 0.23% 0.020%
67 19.11@ 2722 2724 2727 rVW4 8779 10365 0.10% ©0.009%
68 19.204 2735 2740 2743 rBv4 45143 76569 ©.74% 0.064%
69 19.280 2748 2753 2755 rBV3 42496 68516 0.66% 0.057%
70 19.339 2761 2763 2778 rVB2 67871 135761 1.31% 0.113%
71 19.463 2779 2784 2798 rBV 548530 882728 8.52% ©.735%
72 19.651 2806 2816 2828 rBV2 4654340 10362962 100.00% 8.634%
73 19.933 2860 2864 2867 rBv4 16770 20900 0.20% 0.017%
74 20.204 2906 2910 2913 rBV5 43994 65551 0.63% ©.055%
75 20.239 2913 2916 2921 rVB 64176 75911 0.73% 0.063%
76 20.563 2967 2971 2974 rBV5 26143 39534 0.38% 0.033%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

77 20.615 2977 2980 2983 rVB3 41898 46365 0.45% ©0.039%
78 20.739 2996 3001 3005 rVB2 82289 105182 1.01% ©.088%
79 21.204 3075 3080 3097 rBV 1469817 2084634 20.12% 1.737%
80 21.468 3120 3125 3143 rBV2 3929563 5467738 52.76% 4.556%
81 21.598 3144 3147 3153 rVV2 132617 169050 1.63% 0.141%
82 21.657 3153 3157 3167 rVWV 145705 205842 1.99% 0.172%
83 22.127 3232 3237 3244 rBV2 158729 327459 3.16% 0.273%
84 22.615 3317 3320 3325 rVB2 100152 140137 1.35% 0.117%
85 22.751 3339 3343 3349 rVB 168626 219983 2.12% 0.183%
86 23.174 3411 3415 3419 rBV 147330 213587 2.06% 0.178%
87 23.698 3495 3504 3516 rBV 4532229 9260199 89.36% 7.715%
88 23.851 3518 3530 3540 rVB 2838255 5880164 56.74% 4.899%
89 24.527 3641 3645 3651 rVB2 128794 256266 2.47% 0.214%
990 24.609 3653 3659 3672 rVB2 306151 751061 7.25% 0.626%

91 27.039 4064 4072 4084 rVB3 238804 742159 7.16% ©0.618%

Sum of corrected areas: 120023326
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN029730.D\data.ms
5000000

4000000
3000000

2000000
8.569
7.0287.387 9.028 10-2840,652,4

7.19 7.857 '
1000000 9.745

3.722

4.905
1 3-318.599 4.046 6.84¢ 475 70922 9.422 |9.928

Time--> 350 400 450 500 550 6.00 6.50 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BN029730.D\data.ms
5000000 17.274 19.651

13.933

o

4000000 15.210

15.510 1%.363
3000000 13.492 14.204

13.32 17.169

2000000 14.510
18.180

1000000 14.3981 716

0120825121862 13.16% Loé@ sj@mﬂm Lzz 11&Lv\ 19.9FN RS

: 1
Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 15.50 16.00 16. 50 17 00 17 50 18.00 18.50 19. 00 19.50 20.00

Abundance TIC: BN029730.D\data.ms
5000000 23,698

21.468
4000000

23.851
3000000

2000000
21.204

1000000

27.039

D.739
LA

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 4-Chloro-3-fluoropyridine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.905 17.88 ng/ul 1459430  1,4-Dichlorobenzene-d4 7.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3-fluoropyridine 131 CS5H3CIFN 002546-56-7 59
2 4-Chloro-5-methyl-1H-pyrazol-3-a... 131 C4H6CIN3 110580-44-4 50
3 4-Chloro-5-methyl-1H-pyrazol-3-a... 173 C6H8CIN30 1000511-56-8 50
4 4-Chloro-5-methyl-1H-pyrazol-3-a... 215 C8H10CIN302 1010511-78-3 42
5 1H-Benzoimidazole, 2-(4-methoxyp... 254 C15H14N202 1000303-90-9 38

Abundance Scan 309 (4.905 min): BN029730.D\data.ms (-274) (-) m/z 131.00 100.00%

131.0
5000 /\
69.0 AR RN e
38.0 H . 4.60 4.80 5.00 5.20
ol o0l 1909 | 1009 280 ;13395  32.53%
miz-> 50 100 150 200 250
Abundance #15852: 4-Chloro-3-fluoropyridine
131.0
96.0
5000 T[T T[T T T T[T [rrir]
4.60 4.80 5.00 5.20
m/z 69.00  22.44%
50.0
O\\\‘H\“‘h\““‘\ \‘”‘““\\\“\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250
Abundance #15833: 4-Chloro-5-methyl-1H-pyrazol-3-amine
131.0
Rt A NESRREEEE
4.60 4.80 5.00 5.20
5000 m/z 67.95 17.13%
66.0 96.0
29 o]
0L— \‘(M “m‘ ‘\‘\HH‘H\‘ . ‘h . ‘ T — —
miz--> 50 100 150 200 250
Abundance #48536: 4-Chloro-5-methyl-1H-pyrazol-3-amine, N-acetyl A ARREE RS R E R RS
131.0 4.60 4.80 5.00 5.20
m/z 95.95 16.42%
5000
43.0 96.0 173.0
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21424\
Data File : BN@29730.D

Acqg On : 13 Feb 2024 12:27

Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.M
: 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 3,5-Diamino-2-methylbenzoic... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.328 31.51 ng/ul 4248770  Acenaphthene-di10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3,5-Diamino-2-methylbenzoic acid 166 C8H1ON202
2 Phenol, 5-(dimethylamino)-2-nitr... 166 C8H10N202
3 3,5-Diamino-2-methylbenzoic acid 166 C8H1ON202
4 Benzeneacetic acid, 3-methoxy- 166 C9H1003

5 Benzo[b]tetrahydrofuran-3-one, 5... 166 C8H604

090007-30-0 58
016761-04-9 33
090007-30-0 33
001798-09-0 9
014771-00-7 9

Abundance Scan 1741 (13.328 min): BN029730.D\data.ms (-1730) (- | m/z 166.00 100.00%
166.0
5000
78.0
1300 1350
134.0 200.0
o380 L AT | 2090 280« 77005 21.09%
miz--> 50 100 150 200 250
Abundance #41932: 3,5-Diamino-2-methylbenzoic acid
121.0 166.0
5000
1300 1350
920 m/z 92.00 12.67%
0 T T T T ‘ \H‘\“H‘ m \‘H‘ “ T T “ T ‘\ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #41948: Phenol, 5-(dimethylamino)-2-nitroso-
166.0
1300 1350
5000 m z 76.00 11.41%
136.
42.0
‘ 920‘ ‘
oL \\1 “H‘ iHM “H‘H\‘\ \H}m “Hh‘ h\‘ ;h ‘\‘L‘ l\ : “ — —
miz--> 50 100 150 200 250
Abundance #41930: 3,5-Diamino-2-methylbenzoic acid
166.0 1300 1350
m/z 167.00 9.96%
121.0
5000 jk
92.0
52.0
0 ]"8"0\‘ Mm\huhh n\u m M M L u‘ : “ — —
miz--> 50 100 150 200 250 13.00 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Isophosphinoline, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.492  38.32 ng/ul 5167410  Acenaphthene-d10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isophosphinoline, 3-methyl- 160 C1OH9P 049622-63-1 80
2 4(1H)-Quinazolinone, 2-methyl- 160 CO9H8N20 001769-24-0 59
3 2-Amino-8-hydroxyquinoline 160 C9H8N20 070125-16-5 58
4 1-Benzosuberone 160 C11H120 000826-73-3 53
5 Benzonitrile, 4-isothiocyanato- 160 C8H4N2S 002719-32-6 50
Abundance Scan 1769 (13.492 min): BN029730.D\data.ms (-1761) (1 m/z 160.085 100.00%
160.1
5000
42.0 80\0 1300 || 207.0 280.¢ 1350
O‘HM‘mewluwuu‘uuwu‘_H‘H‘wuuw‘mwuw‘uwuu‘ﬁ m/z 158.10  16.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36150: Isophosphinoline, 3-methyl-
128.0 160.0
5000
13.50
m/z 159.10  15.31%
OH\‘\H\‘HH’HH‘HH“\‘H!‘\‘\‘\‘1‘\\\h“\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36965: 4(1H)-Quinazolinone, 2-methyl-
160.0
A
1350
5000 m/z 79.95 14.56%
42.0 92.0
Y B W =
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36941: 2-Amino-8-hydroxyquinoline T
160.0 13.50
m/z 161.10  13.41%
5000
115.0
77.0 ‘ ‘ j\
Obrrgriobbebbebd ettt A E—
m/z--> 20 40 60 80 100120140160180200220240260280 13.50

SFAM-EPA-BN020724.MA.M Wed Feb 14 15:21:22 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.398 12.35 ng/ul 1665420  Acenaphthene-d10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N'-Methylenebismethacrylamide 182 CSH14N202 002359-15-1 22
2 Diethyleneglycol dimethacrylate 242 C12H1805 002358-84-1 22
3 Cyclopentanecarboxylic acid, eth... 140 C8H1202 016523-06-1 14
4 Glutaric acid, ethyl 4-heptyl ester 258 C14H2604 1000359-45-2 10
5 2-(Hydroxymethyl)-3-methoxy-2H-f... 144 C6H804 1332747-95-1 10

Abundance Scan 1923 (14.398 min): BN029730.D\data.ms (-1916) (- | m/z 69.00 100.00%

69.0
143.0
5000

Ll g 1910 280.9 400.!

14. OO 14 50
0! A 2220 2808 A m/z 143.00  78.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #57645: N,N'-Methylenebismethacrylamide
69.0
113.0
5000 — e —
14.00 14.50

m/z 113.00  65.75%

\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #125473: Diethyleneglycol dimethacrylate
69.0 113.0
— =

14.00 14.50
5000 m/z 41.00 40.51%
o2& 4l 4 .trop2140
m/z--> 50 100 150 200 250 300 350 400
Abundance  #21297: Cyclopentanecarboxylic acid, ethenyl ester = e
69.0 14.00 14.50

m/z 85.00  32.93%

0 ‘\ Lh \\ ‘ ‘ 140.0

m/z--> 50 100 150 200 250 300 350 400 14. 00 14 50

SFAM-EPA-BN020724.MA.M Wed Feb 14 15:21:23 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21424\
Data File : BN@29730.D

Acqg On : 13 Feb 2024 12:27

Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.M
: 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 5 unknown-02 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.210  44.54 ng/ul 6006330  Acenaphthene-d10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [2-Amino-1-(2-chlorophenyl)ethyl... 342 C16H31CIN2Si2 1000479-52-3 32
2 1,2,3,4-Tetrahydro-1-methyl-2,3-... 176 C9H8N202 020934-51-4 27
3 s-Triazolo[4,3-a]pyrazine, 3-eth... 176 C9H12N4 019848-81-8 25
4 Trifluoromethylbenzene, 3,4-diam... 176 C7H7F3N2 000368-71-8 17
5 N-(trimethylsilyl)-4,5-dihydroth... 174 C6H14N2SSi 1000474-12-9 17

Abundance Scan 2061 (15.210 min): BN029730.D\data.ms (-2053) (- | m/z 176.10 100.00%
176.1
5000
1500 1550
1220 : :
ol “wum‘”u e . 2809 m/z 174.10  93.64%
miz--> 50 100 150 200 250 300
Abundance #250447: [2-Amino-1-(2-chlorophenyl)ethyl]dimethylamin
174.0
5000 —r— L
73.0 15.00 15.50
m/z 175.10 19.81%
oL3ro | [0 I 210.0247.02820 327
T T T ‘ L ‘ T ‘ L T T T ’ T 1T T \ T
miz--> 50 100 150 200 250 300
Abundance #51592: 1,2,3,4-Tetrahydro-1-methyl-2,3-dioxoquinoxalin
176.0
P —
15.00 15.50
5000 m/z 177.10 13.48%
133.
0 |,
owwuw“ “,‘
m/iz--> 50 100 150 200 250 300
Abundance #51487: sTr|azoI0[43a]pyrazine, 3-ethyl-5,8-dimethyl- —— ——
53.0 76.0 15.00 15.50
m/z 87.00 13.28%
5000
120.0
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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-03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.404 11.91 ng/ul 1605550  Acenaphthene-d10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Benz[e]inden-3-o0l1, 3,3a,4,5-t... 200 C14H160 071805-91-9 22
2 4,6-Dinitrobenzene-1,3-diol 200 C6H4AN206 000616-74-0 16
3 3-Methyl-2-propylcyclopent-2-en-... 138 C9H140 1000423-46-9 9
4 5-Methyl-5-formylamino-6-imino-h... 200 C6H8N402S 071500-77-1 4

5 1,4-benzenediol, 2,5-dinitro- 200 C6HAN206 1000400-38-8 4

Abundance Scan 2094 (15.404 min): BN029730.D\data.ms (-2086) (- | m/z 200.00 100.00%

200.0
5000 540  107.0
169.9

15.50
36.0
0 e 2ok m/z 107.00  48.66%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76084: 2H-Benz[elinden-3-ol, 3,3a,4,5-tetrahydro-3a-me
200.0
129.0
5000

67.0 15.50

91.0 m/z 123.00 48.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76190: 4,6-Dinitrobenzene-1,3-diol

200.0

53.0

+

i
15.50

5000 m/z 53.95 48.10%

m/z--> 20 40 60 80 100120140160180200220240260280 U\/\J\
Abundance #20257: 3-Methyl-2-propylcyclopent-2-en-1-one

0
27.0 15. 50
m/z 67.00  45.92%

5000
790 1100
l 139.0
0 M

m/z--> 20 40 60 80 100120140160180200220240260280 15 50

SFAM-EPA-BN020724.MA.M Wed Feb 14 15:21:25 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.180 6.62 ng/ul 2760390  Phenanthrene-d10 17.275
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2566 (18 180 min): BN029730.D\data.ms (-2557) (- m/z 73.00 100.00%
5000
129.0
213.1 I A
h 171.1 2561 - 18.00 18.50
0 A L L e 8% a5 84.23%
mfz--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add
5000 129.0 R ]
18.00 18.50
171.0 213.0 256.0 m/z 60.00 80.73%
oLl “ uh\\\ ‘ﬂ‘\ i ‘\“‘ “ ‘ \ “‘\‘ ; ’\‘ e
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
— —
18.00 18.50
5000 256.0 m/z 41.00 70.18%
129.0
30 213.0
‘ 171.0
YN 10110 O PR
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid = =
3
43.0 256.0 18.00 18.50
m/z 56.95 64.04%
5000
129.0
3.0 213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350 18.00 18.50

SFAM-EPA-BN020724.MA.M Wed Feb 14 15:21:26 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.463 3.23 ng/ul 882728 Chrysene-di2 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 2784 (19.463 min): BN029730.D\data.ms (-2779) (- | m/z 73.00 100.00%
5000
129.0 JL
——
39,0 18‘5'1 2411 o0 19.50
0 Mgl LT 8270 s 43,00 99.89%
miz-> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
5000 1290 T
’ 284.0 o
185.0 5410 ‘ m/z 60.00 84.56%
0! H}M‘CM w““\‘ ‘L “\‘ “ ‘\‘\‘ “\ ‘\‘ . ‘\‘ e
miz--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
=
19.50
129.0
5000 280 284.0 m/z 57.00  79.88%
185.0 241.0
ol HMMM‘J‘M‘L”‘L‘\,LJ‘\“‘M —
miz--> 50 100 150 200 250 300
Abundance #179092: Octadecanoic acid T
43.0 19.50
m/z 41.00 72.87%
5000
129.0
3.0 284.0
185.0 241.0
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.204 7.63 ng/ul 2084630 Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3080 (21.204 min): BN029730.D\data.ms (-3075) (- ' m/z 57.00 100.00%

57
5000
11
A T ‘ T
“‘l

21.00 21.50

0l ﬁu“\“)“%§737?%%;‘?§9%‘§499“‘M“éﬁ%l m/z 43.00 95.94%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 M =

21.00 21.50
m/z 55.00 86.90%

\\l‘\“\‘l“\\\\‘“ “‘ “‘]‘7\7\\‘()\‘2\2\2\(\)‘\\\3\?\8\()\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
=

o

===
21.00 21.50
m/z 83.00 84.85%
5000 110 /
ol Ll Ly a0 02080
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene —— ==
57.0 21.00 21.50

m/z 69.00 81.41%

5000 11.0 J\\A\JVk
L ssro ssmozmeo seas

m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 1-Heptacosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.609 2.55 ng/ul 751061  Perylene-di2 23.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Triacontan-15-ol 438 C30H620 031849-26-0 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3659 (24.609 min): BN029730.D\data.ms (-3653) (- | m/z 57.00 100.00%
57.0

-

5000
LWL 2070, 13069 490.0549 24.50 25.00
bbby L 268.03909  431.04900549. 'm/z 83.e0  86.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 = =S
24.50 25.00
1950 m/z 43.00  85.63%
ol tll1i1, 1950 2640 3780
‘\\\\’\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
—— —
24.50 25.00
5000 ITI/Z 69.00 80.41%
125.0
o_"“\,m Mu‘\u!"u-‘lf‘??:q‘?f?:qwWH_MWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol T —
97.0 24.50 25.00
m/z 97.00 80.00%
5000
ol 2% M‘FFIn.?3602940 364.0
R R e R B e e A RARAARRARRREERE SRS I —r=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 unknown-04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.039 2.52 ng/ul 742159  Perylene-di2 23.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 syn-Tricyclo[5.1.0.0(2,4)]oct-5-... 190 C14H22 1000161-99-5 15
2 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 14
3 Tricyclo[3.1.08.0(2,4)]hexane, 3,... 164 C12H20 1000150-21-2 14
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 11
5 Resedine 163 C9HONO2 060426-44-0 11
Abundance Scan 4072 (27.039 min): BN029730.D\data.ms (-4064) (- | m/z 107.00 100.00%
107.0
175.1
5000 409.2
41.0
T \
281.0 27.00
0 \ Hul‘ Al JU‘ 4““““\ Bkl S0 | 4900840 0151 96 77.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64918: syn-Tr|cyc|o[5 1.0.0(2,4)]oct-5-ene, 3,3,5,6,8,8-h
175.
1050
41.0
5000 L :
27.00
‘ m/z 108.95 59.24%
0””'”‘“ “\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80327: 1,5-Cyclodecadiene, 1,5-dimethyl-8-(1-methylet
121.0
T T \
27.00
m/z 175.10 58.15%
5000 410
‘l\ 204.0
OJ‘hmh*l\,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39841: Tricyclo[3.1.0.0(2,4)]hexane, 3,6-diethyl-3,6-dim e ‘
107.0 27.00
m/z 91.00 47 .57%
5000
41.0
] ‘ 164.0
o""f”“uMMHWW_mwWWWWWW B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29730.D

Acqg On : 13 Feb 2024 12:27
Operator : MA/JU

Sample : P1305-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©20724.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|
4-Chloro-3-fluo... 4.905 17.9 ng/ul 1459430 1 7.857 1632430 20.0
3,5-Diamino-2-m... 13.328 31.5 ng/ul 4248770 3 14.510 2697080 20.0
Isophosphinolin... 13.492 38.3 ng/ul 5167410 3 14.510 2697080 20.0
unknown-01 14.398 12.4 ng/ul 1665420 3 14.510 2697080 20.0
unknown-02 15.210 44.5 ng/ul 6006330 3 14.510 2697080 20.0
unknown-03 15.404 11.9 ng/ul 1605550 3 14.510 2697080 20.0
n-Hexadecanoic ... 18.180 6.6 ng/ul 2760390 4 17.275 8342480 20.0
Octadecanoic acid 19.463 3.2 ng/ul 882728 5 21.468 5467740 20.0
n-Tetracosanol-1 21.204 7.6 ng/ul 2084630 5 21.468 5467740 20.0
1-Heptacosanol 24.609 2.5 ng/ul 751061 6 23.851 5880160 20.0
unknown-04 27.039 2.5 ng/ul 742159 6 23.851 5880160 20.0
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