LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP017548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

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-BP100423.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17551.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.293 31 35 43 rVB 27605 39528 0.17% 0.059%
2 3.728 106 109 121 rBV 199159 309883 1.34% 0.464%
3  3.917 136 141 150 rVB7 9308 23298 0.10% 0.035%
4 4,558 245 250 255 rBV2 16668 24870 0.11% 0.037%
5 7.099 677 682 694 rVvB 133089 216249 ©0.93% 0.324%
6 7.281 707 713 722 rBV 548303 860297 3.71% 1.289%
7 7.458 737 743 755 rBV 513584 843322 3.64% 1.264%
8 7.940 818 825 834 rBV 477418 737010 3.18% 1.105%
9 8.663 941 948 963 rBV 402825 668695 2.88% 1.002%
10 9.146 1023 1030 1044 rBvV 669824 1095567 4.73% 1.642%
11  9.863 1143 1152 1163 rBV 569360 919353  3.97% 1.378%
12 10.393 1235 1242 1252 rBV 786267 1321805 5.70% 1.981%
13 10.775 1299 1307 1314 rBV 625400 1027633 4.43% 1.540%
14 10.946 1326 1336 1351 rBV 713074 1255406 5.42% 1.881%
15 11.222 1376 1383 1387 rBV 17905 29858 0.13% 0.045%
16 11.269 1387 1391 1397 rVB3 21919 33274 0.14% 0.050%
17 11.804 1475 1482 1495 rBV3 47473 126329 ©0.54% 0.189%
18 12.122 1525 1536 1546 rBV 96783 188165 ©.81% 0.282%
19 12.369 1572 1578 1586 rBV4 13198 25689 0.11% 0.038%
20 12.569 1603 1612 1617 rBV 44471 70188 0.30% 0.105%
21 13.469 1756 1765 1771 rBV 25416 45351 0.20% 068%

22 13.945 1841 1846 1857 rVB 99251 158456 0.68%
23 14.051 1857 1864 1869 rBV 1734032 2358638 10.18%
24 14.110 1869 1874 1878 rVB 260996 352794  1.52%
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25 14.334 1904 1912 1920 rBV 1740601 2569477 11.08% 851%
26 14.422 1923 1927 1932 rVB 18597 31457 0.14% 0.047%
27 14.634 1954 1963 1972 rBV 997428 1426537 6.15% 2.138%
28 14.798 1986 1991 1998 rVB 32300 47082 0.20% 0.071%
29 14.881 1998 2005 2023 rBV 91948 206922 0.89% 0.310%
30 15.022 2025 2029 2036 rBVve 15521 27816 0.12% 0.042%

31 15.122 2041 2046 2054 rBV 185274 272631 1.18%
32 15.634 2126 2133 2142 rBV 2360277 3366312 14.52%
33 15.775 2151 2157 2162 rBV 741146 1020779 4.40%
34 15.834 2162 2167 2173 rVWW 471422 631099 2.72%
35 16.298 2231 2246 2265 rBV 9303627 23180204 100.00% 34.740%
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36 16.469 2273 2275 2288 rVB2 37977 71173 0.31% 0.107%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP017548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

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-BP100423.MA.M
Title : SVOA CALIBRATION
37 16.563 2288 2291 2296 rVB5 16967 26659 0.12% 0.040%
38 16.981 2358 2362 2369 rVB 108303 144065 0.62% 0.216%
39 17.316 2413 2419 2431 rBV 194803 396577 1.71% 0.594%
40 17.422 2431 2437 2445 rVV 1286383 1757783 7.58% 2.634%
41 17.522 2448 2454 2466 rVB 2799100 3867605 16.68% 5.796%
42 18.269 2576 2581 2595 rBV 352023 517395 2.23% 0.775%
43 18.422 2603 2607 2610 rBV2 23433 27666 0.12% 0.041%
44 19.204 2737 2740 2745 rBV 37909 51486 0.22% 0.077%
45 19.345 2761 2764 2767 rBV2 36353 39188 0.17% 0.059%
46 19.386 2767 2771 2772 rBV 52902 66972 0.29% 0.100%
47 19.516 2788 2793 2799 rBV3 149210 224974 0.97% 0.337%
48 19.775 2832 2837 2843 rBV 3755219 4827670 20.83%  7.235%
49 21.210 3078 3081 3088 rBv4 117740 169658 0.73% 0.254%
50 21.557 3135 3140 3146 rBV 1579072 1976787 8.53%  2.963%
51 23.968 3542 3550 3560 rVB2 2510402 5032290 21.71% 7.542%

52 24.139 3572 3579 3587 rVB 994768 2015840 8.70% 3.021%

Sum of corrected areas: 66725762

SFAM-EPA-BP100423.MA.M Thu Oct 05 19:50:48 2023 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 05 Oct 2023 01:40
: MA/JU
. 04679-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
BPO17548.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BP017551.D\data.ms

10.393 ¢ #9946
A m2ze9 11.4

7.28U58 7.940 9.146 9.863

7.09 8.663

13.293 3-73%17 4558

Time-->

850 9.00 950 10.00 1050 11.00 11.50

350 4.00 450 5.00

550 6.00

6,50 7.00 750 8.00

Abundance

8000000

6000000

4000000

2000000

TIC: BP017551.D\data.ms
16.298

19.775

17.522
15.634

14.094.334
17.422

L&g316 9817. ?J

7
6

Time-->

14 634
18,269
| 12192 369569 13.469 13:

22.3@ 42: 447@%32 B 8,422 19
REIUUVEIUURREI S

12.00 12. 50 13.00 13.50 14.00 14 50 15.00 15.50 16. OO 16. 50 17.00 17. 50 18.00 1850 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BP017551.D\data.ms

23.968

21.557
4.139

21.210

Time-->

21.00 2150 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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\

Library Search Compound Report

BPO17548.D

: 05 Oct 2023 01:40
: MA/JU

. 04679-01

: 17  Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.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 1 Capro lactam Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.804 2.46 ng/ul 126329 Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caprolactam 113 C6H11NO 000105-60-2 95
2 Caprolactam 113 C6H11INO 000105-60-2 94
3 Caprolactam 113 C6H11NO 000105-60-2 87
4 Caprolactam 113 C6H11NO 000105-60-2 81
5 Caprolactam 113 C6H11NO 000105-60-2 81

Abundance Scan 1482 (11.804 min): BP017548.D\data.ms (-1475) (-] ' m/z 55.00 100.00%

55.0
113.1
5000
1150 12,00
.0267.0 : :
o‘m}n‘u]!lww“uwzwo‘?‘?‘_mﬁz‘?}}”ﬁﬁ‘“u?ﬂ‘?%??ﬁ‘?r' m/z 55.95 82.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7825: Caprolactam
55.0
113.0
5000 = T
11.50 12.00
‘ m/z 113.05 68.73%
O‘\\ \M\il\\J‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7824: Caprolactam
30.0
= epy
11.50 12.00
5000 113.0 ITI/Z 42.05 63.88%
O‘H“LMJMM‘H“‘H“_“W“‘W"H“H“H“‘H“_“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7826: Caprolactam T —7
1138.0 11.50 12.00
m/z 41.1@ 55.79%
55.0
h m
OAmLJ‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.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 Phenol, p-tert-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.122 3.66 ng/ul 188165 Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 95
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 87
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 81
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 78
Abundance Scan 1536 (12.122 min): BP017548.D\data.ms (-1525) (- m/z 135.05 100.00%
135.1
5000
—+ —
77-? | 2070 12.00 12.50
obr lsidldy ] L, 207.0 280.9 354941514751 5456 /7 107 00 44.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 et —r
12.00 12.50
m/z 150.00 16.67%
77.
O]‘-\S\.\qufﬂltfﬁ[l\%!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0
s —
12.00 12.50
5000 m/z 95.00 13.57%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27476: Phenol, p-tert-butyl- T ]
135.0 12.00 12.50
m/z 76.95 13.02%
5000
41.0
o gt (.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.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 2-tert-Butylbenzoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.945 2.22 ng/ul 158456  Acenaphthene-di10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-tert-Butylbenzoic acid 178 C11H1402 001077-58-3 96
2 4-Quinolinol 145 CS9H7NO 000611-36-9 49
3 4-Quinolinol 145 C9H7NO 000611-36-9 47
4 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 47
5 Cyclopropanecarboxylic acid, tra... 272 C16H13Cl02 1000406-84-4 47
Abundance Scan 1846 (13.945 min): BP017548.D\data.ms (-1841) (- m/z 145.00 100.00%
145.0
5000 /t
77. L
J T 14.00
Ob kbbbt bl | 222.3 20493571 4289 5371 /7 117.10  42.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52510: 2-tert-Butylbenzoic acid
145.0
5000 T T
14.00
m/z 163.05 40.88%
77.?
O]‘_\S\.Qu“l"‘\ﬂw‘jl\'\“”\l\'fuw"\\\\u‘\H\‘HH“\H‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24860: 4-Quinolino
145.0
——
14.00
5000 m/z 115.00 37.67%
63.0
L S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24851: 4-Quinolinol —
145.0 14.00
m/z 91.00  25.60%
5000
63.0
0‘wamepLH‘H‘w‘u‘_‘H‘H‘W‘H‘_‘HM‘H‘H‘W‘ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.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 4 1-(4-tert-Butylphenyl)propa... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.110 4.95 ng/ul 352794  Acenaphthene-d10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-tert-Butylphenyl)propan-2-one 190 C13H180 081561-77-5 99
2 1-(4-tert-Butylphenyl)propan-2-one 190 C13H180 081561-77-5 98
3 1-(4-tert-Butylphenyl)propan-2-one 190 C13H180 081561-77-5 97
4 4,5-Dimethylindoline-2,3-dione 175 C1OHSNO2 1010443-10-6 46
5 1-Methyl-1H-benzimidazol-5-amine 147 C8HON3 010394-38-4 43

Abundance Scan 1874 (14.110 min): BP017548.D\data.ms (-1869) (- | m/z 147.00 100.00%
147.0
50001 43.0
== —
l M i 14.00 14.50
ol b il | 1209.02658327.1  415.9476.1 5400 /7 175,16  51.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64805: 1-(4-tert-Butylphenyl)propan-2-one
147.0
50001 43.0 R ——
14.00 14.50
m/z 43.00 45.53%
O “”HJMLJ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64803: 1-(4-tert-Butylphenyl)propan-2-one
147.0
P e
14.00 14.50
43.0 o
5000 ITI/Z 117.05 38.647%
el
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64806: 1-(4-tert-Butylphenyl)propan-2-one = S
147.0 14.00 14.50
m/z 133.00 36.63%
5000
43.0
ol s A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.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 Benzene, 1-(1-carboxyethyl)... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.122 3.82 ng/ul 272631  Acenaphthene-di10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-carboxyethyl)-4-(1... 206 C12H1403 1000161-22-9 72
2 5-Methyl-2,4-diisopropylphenol 192 C13H200 040625-96-5 64
3 Methyl 4-tert-butylbenzoate 192 C12H1602 026537-19-9 64
4 Benzene, 1,4-bis(1l-carboxyethyl)- 222 C12H1404 150552-26-4 64
5 3-tert-Butylbenzoic acid, methyl... 192 C12H1602 027330-57-0 59

Abundance Scan 2046 (15.122 min): BP017548.D\data.ms (-2041) (-] ' m/z 177.05 100.00%
177.1

5000

—

91.0 - L
l | 15.00 15.50
Lo 281.0341.8400.9 477.0535.4 m/z 131.00  36.33%

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

Abundance #82327: Benzene, 1-(1-carboxyethyl)-4-(1-formylethyl)-
177.0

o

|

5000 T P
910 15.00 15.50
m/z 91.05 18.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66876: 5-Methyl-2,4-diisopropylphenol
177.0
T T
15.00 15.50
5000 ITI/Z 117.10 13.67%
91.0
¥ N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66607: Methyl 4-tert-butylbenzoate ey e
177.0 15.00 15.50
m/z 192.10 13.08%
5000
105.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.834 8.85 ng/ul 631099  Acenaphthene-di10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002 1000131-87-0 49
2 Quinoline, 4-methyl-, 1-oxide 159 C1@H9NO 004053-40-1 38
3 Thiophene, 2-(4-nitrophenyl)- 205 C1OH7NO02S 059156-21-7 35
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 30
5 Ethyl 4-acetyl-3,5-dimethylbenzoate 220 C13H1603 1000431-98-6 30
Abundance Scan 2167 (15.834 min): BP017548.D\data.ms (-2162) (- m/z 205.10 100.00%
205.1
131.1
5000
—
41‘0 15.50 16.00
ob ks dhdul . 1| 2810 356.14169474.95369 1/, 131 05 71.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #98996: Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl-
205.0
5000 T
15.50 1600
131.0 m/z 159.05 59.00%
40 ] ‘
O\\\“‘J\Wl\\"f\\\‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35654: Quinoline, 4-methyl-, 1-oxide
159.0
L
15.50 1600
5000 ITI/Z 91.00 39.45%
103.0
L T S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81161: Thiophene, 2-(4-nitrophenyl)- ‘
115.0 205.0 15.50 1600
m/z 117.05  33.22%
5000
45.0
AT L ~
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 1600

SFAM-EPA-BP100423.MA.M Thu Oct 05 19:50:58 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.MA.M

Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Propanoic acid, 2-methyl-3-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.298 263.74 ng/ul 23180200  Phenanthrene-d1e 17.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002 1000131-87-0 97
2 5H,6H,7H-pyrrolo[3,4-b]pyridine-... 220 C1@H12N202Si  1000485-20-1 47
3 2,4-Diamino-6-nitroquinazoline 205 C8H7N502 007154-34-9 46
4 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 43
5 (4S)-Perhydro-3-benzyl-4-methyl-... 205 C12H15NO2 1000434-17-0 43

205.1

5000
131.0

Abundance Scan 2246 (16.298 min): BP017548.D\data.ms (-2231) (- m/z 205.10 100.00%

>

1 ‘
16.00 1&50

o | |||

IUHJ.
\H\’HH‘\\H‘HH‘\\H‘\H\‘\\H‘\H\‘HH‘HH‘HH‘\

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

Abundance #98996: Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl-
205.0

O

263.1 355.1412.9474.3533.0 m/z 131.00 24.25%

5000

——
16.00 16.50

T

131.0
41.0
LU

T g |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98145: 5H,6H,7H- pyrrolo[3 4-b]pyridine-5,7-dione, TMS

o

m/z 117.05  19.49%

-

205.
—
16.00 16.50
5000 ITI/Z 147 .00 19.12%
103.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81806: 2,4-Diamino-6-nitroquinazoline —— T
205.0 16.00 16.50
m/z 206.05 14.92%
50001 43,0
105.0
0 A“"‘\m’ — :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.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 1-(2-Methoxyphenyl)-2,5-dih... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.316 4.51 ng/ul 396577  Phenanthrene-d10 17.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Methoxyphenyl)-2,5-dihydro-... 203 C11H9NO3 017392-68-6 91
2 (3aR,10aS)-7-Bromo-3a-methyl-2,3... 282 C13H15Bro02 1010482-61-0 80
3 2-(4-tert-Butylphenyl)cyclopropa... 218 C14H1802 1000474-95-9 64
4 Eupatoriochromene 218 C13H1403 019013-03-7 64
5 Benzoic acid, 4-(3-hydroxy-3-met... 218 C13H1403 ©33577-98-9 58

Abundance Scan 2419 (17.316 min): BP017548.D\data.ms (-2413) (-] ' m/z 203.10 100.00%

208.1
5000 pﬁAg
— T

115.0
‘ \ 17.00 17.50
o_ww gyl 2649 3429 4148 4993 518 16 18.80%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78674: 1-(2-Methoxyphenyl)-2,5-dihydro-1H-pyrrole-2,5
120.0 208.0 J\
5000; 54.0 = P
17.00 17.50
\ l J m/z 115.00  18.66%
O ‘ T \}\ ‘L “ \IIU\J\J‘\A“}\ ”A“\‘l% l\ \\\ \ ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175256: (3aR,10aS)-7-Bromo-3a-methyl-2,3,3a,4,5,6-he

208.0
— T
17.00 17.50
5000 ITI/Z 204.05 16.22%
55.0
115.0
o"n\MMwhﬁu‘“‘ﬂmw\gh‘J\" £
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96685: 2-(4-tert-Butylphenyl)cyclopropanecarboxylic aci = s
203.0 17.00 17.50
m/z 129.05 12.52%
5000 115.0
57.0
oh'“*“wmu\*,\‘ s s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\

Library Search Compound Report

Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

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-BP100423.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.269 5.89 ng/ul 517395  Phenanthrene-d10 17.422
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2581 (18.269 min): BP017548.D\data.ms (-2576) (- m/z 73.00 100.00%

73.0
5000
2132 == —
WHL 0 - 18.00 18.50
ok ‘HMMHJHm?m 3409 4153 5116 n/z 43.05 84.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
“ 213.0 m/z 60.00 83.34%
0‘\\\‘ ‘\L’l‘\!"‘\h\\“\\f\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid

256.0

43.0

—
18.00 18.50
5000 m/z 41.05 73.68%

129.0
o Ml |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50

m/z 57.05 65.41%

5000 256.0 M%ﬁMAMMwAKxNWNMWWW
129.0
oL U a0 |

IR B B A B e o R O RARRAREE R =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP@17548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

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-BP100423.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 10 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.516 2.28 ng/ul 224974  Chrysene-di12 21.557
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 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2793 (19.516 min): BP017548.D\data.ms (-2788) (- m/z 73.00 100.00%

73.0
5000
241.2
T I
“ | \ I \ L 327, 1 4012 1950
ob v LMMA L LAy ) 327.1 401246185211 0 43 05  93.50%
mizw> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — |
185.0 19.50
‘ H m/z 41.e5 78.72%
O‘\\I\“H\ \I\HJ‘l\MWV‘\\\l\\‘\HL\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #179091: Octadecanoic acid
43.0
19.50
5000 129.0 m/z 60.80  75.23%
284.0
o_“\ il “}H‘u.l\.“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid A
73.0 19.50
m/z 55.00 74.96%
5000
H 185.0  284.0
o_w"k‘p ‘J“-'M"wmMm,m‘\_"\wwawwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100423\
Data File : BP017548.D

Acqg On : 05 Oct 2023 01:40
Operator : MA/JU

Sample : 04679-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100423.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|
Capro lactam 11.804 2.5 ng/ul 126329 2 10.775 1027630 20.0
Phenol, p-tert-... 12.122 3.7 ng/ul 188165 2 10.775 1027630 20.0
2-tert-Butylben... 13.945 2.2 ng/ul 158456 3 14.634 1426540 20.0
1-(4-tert-Butyl... 14.110 5.0 ng/ul 352794 3 14.634 1426540 20.90
Benzene, 1-(1-c... 15.122 3.8 ng/ul 272631 3 14.634 1426540 20.0
unknown-01 15.834 8.8 ng/ul 631099 3 14.634 1426540 20.0
Propanoic acid,... 16.298 263.7 ng/ul 23180200 4 17.422 1757780 20.0
1-(2-Methoxyphe... 17.316 4.5 ng/ul 396577 4 17.422 1757780 20.0
n-Hexadecanoic ... 18.269 5.9 ng/ul 517395 4 17.422 1757780 20.0
Octadecanoic acid 19.516 2.3 ng/ul 224974 5 21.557 1976790 20.0
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