LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acqg On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc :

ALS Vvial : 15 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-BP120122.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12942.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 3.828 107 109 122 rBV 265884 447235 0.35% 0.062%
2 5.116 322 328 337 rVB 107976 191203 0.15% 0.027%
3 5.310 351 361 367 rBV2 30184492 111290606 86.43% 15.490%
4 6.681 588 594 602 rVB 229552 366252 ©.28% 0.051%
5 6.981 640 645 651 rBV 91133 147606 ©0.11% 0.021%
6 7.163 669 676 678 rBV 360257 613430 0.48% 0.085%
7 7.340 697 706 718 rBV 1349533 2325754 1.81% 0.324%
8 7.540 731 740 752 rBV2 1322018 2706657 2.10% ©0.377%
9 7.734 767 773 780 rVB 79688 145107 0.11% 0.020%
10 7.910 793 803 814 rBV 24609628 55496120 43.10% 7.724%
11 8.057 814 828 834 rBV 29087726 104819630 81.40% 14.589%
12 8.387 873 884 892 rBV2 29130623 128770894 100.00% 17.923%
13 8.710 932 939 949 rVB 1117102 1762718 1.37% 0.245%
14 9.175 1010 1018 1021 rBV 1783923 2928555 2.27% ©0.408%
15 9.222 1021 1026 1033 rVB 3978644 6634620 5.15% ©.923%
16 9.510 1068 1075 1083 rBV 952671 1559354 1.21% 0.217%
17 9.740 1108 1114 1118 rBV 230137 368633 ©.29% 0.051%
18 9.787 1118 1122 1124 rVWW 206675 330005 0.26% 0.046%
19 9.828 1124 1129 1135 rVV 512861 954417 0.74% 0.133%
20 9.898 1135 1141 1148 rVV 1478345 2475375 1.92% 0.345%
21  9.957 1148 1151 1160 rVB 132832 216166 ©.17% 0.030%
22 10.198 1185 1192 1201 rVB 74705 149350 0.12% 0.021%
23 10.440 1222 1233 1241 rBV 2133323 3710943 2.88% 0.516%

24 10.704 1267 1278 1280 rBV2 30568633 78236648 60.76% 10.889%
25 10.834 1293 1300 1306 rBV 2524273 3995456 3.10% ©.556%

26 10.957 1313 1321 1332 rBV 985247 1668335 1.30% ©0.232%
27 11.216 1356 1365 1383 rVB 23315263 46423361 36.05% 6.461%
28 11.422 1392 1400 1407 rBV 2175718 3541571 2.75% ©.493%

29 11.634 1424 1436 1443 rBV 509840 892018 ©.69% 0.124%
30 12.104 1502 1516 1528 rBV3 206593 506905 ©0.39% 0.071%
31 12.416 1552 1569 1578 rBV2 221829 510531 ©.40% 0.071%
32 12.840 1621 1641 1649 rBV 3883284 6895650 5.35% ©.960%
33 13.069 1673 1680 1687 rBv2 87391 164252 ©.13% 0.023%

34 13.445 1736 1744 1753 rBV 10623360 16419333 12.75%  2.285%
35 13.539 1754 1760 1766 rVV 368852 591286 ©0.46% 0.082%

36 13.651 1774 1779 1785 rVB2 190883 311606 ©.24% 0.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acqg On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc :

ALS Vvial : 15 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-BP120122.M
Title : SVOA CALIBRATION
37 14.045 1837 1846 1852 rBV 4817571 6853287 5.32% 0.954%
38 14.334 1888 1895 1903 rBV 5608292 8274478 6.43% 1.152%
39 14.639 1940 1947 1957 rBV 4321740 6536385 5.08% 0.910%
40 14.828 1971 1979 1990 rBV 412955 729815 0.57% 0.102%
41 14.957 1996 2001 2012 rVB 452010 659730 ©0.51% 0.092%
42 15.122 2024 2029 2036 rBV 114073 182782 0.14% 0.025%
43 15.633 2109 2116 2127 rBV 7655817 11150509 8.66% 1.552%
44 15.745 2129 2135 2150 rVV 2429700 3440909 2.67% 0.479%
45 15.998 2167 2178 2191 rVB 560135 851494 0.66% 0.119%
46 16.563 2270 2274 2278 rBV 92395 129403 0.10% 0.018%
47 16.610 2278 2282 2288 rVB5 118699 173889 0.14% 0.024%
48 16.869 2318 2326 2332 rBV 188298 292011 ©0.23% 0.041%
49 17.398 2409 2416 2426 rBV 6089404 8785266 6.82% 1.223%
50 17.498 2426 2433 2444 rVW 9170253 13076622 10.15% 1.820%
51 17.627 2452 2455 2467 rVB6 54023 134898 ©0.10% 0.019%
52 18.263 2558 2563 2573 rBV 467165 672012 0.52% 0.094%
53 18.345 2573 2577 2583 rVB2 150634 234250 ©0.18% 0.033%
54 18.733 2635 2643 2652 rBV 1889476 2572798 2.00% ©.358%
55 18.857 2658 2664 2670 rVB8 106008 204092 0.16% 0.028%
56 19.210 2720 2724 2731 rVB 203911 258799 0.20% 0.036%
57 19.304 2735 2740 2744 rBV 127588 191153 ©0.15% 0.027%
58 19.369 2747 2751 2755 rVB 127344 192290 0.15% 0.027%
59 19.492 2768 2772 2783 rBV 281914 451658 0.35% 0.063%
60 19.727 2805 2812 2825 rBV 12046197 16749558 13.01% 2.331%
61 21.168 3054 3057 3062 rBV 345900 432058 0.34% 0.060%
62 21.480 3105 3110 3118 rBV 8151184 11369330 8.83% 1.582%
63 21.574 3122 3126 3131 rBV 1028756 1270589 0.99% 0.177%
64 22.621 3301 3304 3309 rVB 297070 393884 ©.31% 0.055%
65 23.204 3399 3403 3409 rVB 398216 627500 ©0.49% 0.087%
66 23.827 3501 3509 3523 rBV2 8457519 18431028 14.31% 2.565%
67 23.992 3530 3537 3549 rVB2 5322887 11254151 8.74% 1.566%
68 24.274 3579 3585 3593 rVB 1045139 2127134 1.65% ©0.296%
69 24.633 3641 3646 3657 rVB 587889 1209005 0.94% 0.168%

Sum of corrected areas: 718480349

SFAM-EPA-BP120122.M Mon Dec 05 14:45:32 2022 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP012942.D\data.ms
3e+07 5?10 8.0578.387 10.704

2.5e+07 7.910
2e+07
1.5e+07
le+07

5000000 9.222

9.175 gggg 10.44010.834 tlAZZ
320 5416 | commonshi™had || || 010 *HEosanggs, tof T i

O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\\\\ T

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP012942.D\data.ms
3e+07

:

2.5e+07
2e+07

1.5e+07

19.727
13.445
1e+07 17.498
15.633

17.398
14.044"33 14 639

15.745 18.733
ol12: da. 416 13.069 1 5%1 41&%‘122 15.998 IBBEEI.BSGQ 627 18@635 1885719900610

Time--> 1200 1250 13.00 1350 1400 14.50 1500 15,50 16.00 16.50 1700 1750 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP012942.D\data.ms
3e+07

5000000 12.840

2.5e+07
2e+07
1.5e+07
1e+07 21.480 23.827

3.992
5000000
21.16821-574 22,621 23204 24.2744 633

O L ‘ T T ’ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
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 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1-bromo-2-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.510 7.81 ng/ul 1559350  Naphthalene-d8 10.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 97
5 4-Chlorophenylselenol 192 C6H5C1Se 016645-10-6 96
Abundance Scan 1075 (9.510 min): BP012942.D\data.ms (-1068) (-) m/z 191.85 100.00%
191.8
111.0
5000
50.0 L |
9.50
ol i d o A 25L.0 8251  415.0473.5532.2 /7 189.90  76.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 — =
9.50
50.0 m/z 111.00  68.14%
O‘\\\IWJ“\!A\“!“’i\W!‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0 T T 1
9.50
5000 m/z 75.00 46.15%
50.0
o e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0 9.50
m/z 49.95 25.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50

SFAM-EPA-BP120122.M Mon Dec 05 14:45:33 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzene, 1-bromo-4-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.828 4.78 ng/ul 954417  Naphthalene-d8 10.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 95
5 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 95
Abundance Scan 1129 (9.828 min): BP012942.D\data.ms (-1124) (-) m/z 191.90 100.00%
191.9
111.0
5000
50.0 e —
\ J 1 9.50 10.00
Olriprbiad o A 2828 354.7 4234 5400 p/; 189.90  76.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 | —
9.50 10.00
570 m/z 110.95 62.90%
O‘\\\L#HJ\'!"!‘\!\[\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0 T T
9.50 10.00
5000 ITI/Z 75.00 42.16%
50.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65030: Benzene, 1-bromo-3-chloro-
111.0 192.0 9.50 10.00
m/z 193.85 24.33%
5000
50.0
o“}hJ-" e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1-chloro-3-nitro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.422 17.73 ng/ul 3541570  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-chloro-3-nitro- 157 C6HACINO2 000121-73-3 98
2 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 97
3 Benzene, 1l-chloro-3-nitro- 157 C6HAC1INO2 000121-73-3 96
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 94
5 Benzene, 1l-chloro-4-nitro- 157 C6HACINO2 000100-00-5 91

Abundance Scan 1400 (11.422 min): BP012942.D\data.ms (-1392) (- m/z 111.00 100.00%
111.0

-

5000
50.0 A
‘ ’ ’ 11.50
Oberodid kb, 1, 207,92658  355.14152474.85365 /7 75.00  74.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
5000 T T
11.50
50.0 m/z 157.00 60.36%
O!"‘\%“L!J \L\!‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34193: Benzene, 1-chloro-3-nitro-
111.0
T
11.50
5000 m/z 113.00 32.40%
50.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34186: Benzene, 1-chloro-3-nitro- —
111.0 11.50
m/z 49.95 25.85%
5000
50.0
0“!"‘4|f"“"“ J\“’m“‘m‘H‘Wm,‘m,mwm‘mw e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\

Library Search Compound Report

Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzene, 1-chloro-2-nitro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.634 4.47 ng/ul 892018 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-2-nitro- 157 C6HACINO2 000088-73-3 99
2 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 98
3 Benzene, 1l-chloro-4-nitro- 157 C6HAC1INO2 000100-00-5 98
4 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 97
5 Benzene, 1l-chloro-4-nitro- 157 C6HACINO2 000100-00-5 97
Abundance Scan 1436 (11.634 min): BP012942.D\data.ms (-1424) (- 75.00 100.00%
78.0
157.0
5000
’ 11 50 12 00
C
o‘u‘wﬁ‘m“M‘H‘3?99359°§4??‘4%49ﬁ3?9§44‘ m/z 111.00  82.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34188: Benzene, 1-chloro-2-nitro-
75.0
157.0

5000 e —
11.50 12.00

’ m/z 157.00  66.64%
L

O]‘-\B\-p‘\”’\“\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34184: Benzene, 1-chloro-2-nitro-
75.0 , 157.0

—r—
11.50 12.00
5000 m/z 99.00 50.73%

16 Lw ’l ‘

IR e o y  EmE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\J\J\
Abundance #34185: Benzene, 1-chloro-4-nitro- 2

H \L ’
75.0 | 157.0 11.50 12.00
m/z 49.95 33.88%

5000
016£H“ 1] ‘ i LA

——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 4-Chloro-2-nitrophenol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.104 2.54 ng/ul 506905 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 99
2 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 96
3 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 96
4 2-Chloro-6-nitrophenol 173 C6H4CINO3 000603-86-1 91
5 Phenol, 5-chloro-2-nitro- 173 C6H4ACINO3 000611-07-4 81

Abundance Scan 1516 (12.104 min): BP012942.D\data.ms (-1502) (- m/z 173.00 100.00%
63.0 1738.0

5000

lM i M ‘ 282.0341.0 429.0 12.00 1250
bk 'MMHH,‘mw_Hwwww“‘?ﬁf‘m_ m/z 63.00 82.32%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48502: 4-Chloro-2-nitrophenol
173.0
63.0 Auuk

o

5000
1200 1250
‘ ‘ m/z 225.90  53.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48500: 4-Chloro-2-nitropheno
173.0 f
—r —
12.00 12.50
63.0 m/z 98.95  41.39%
5000 . + =20
o\ﬂmﬂm“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #48503: 4-Chloro-2-nitrophenol ——— —
173.0 12.00 12.50
m/z 72.95 37.43%
63.0
5000
o_‘l'k,M‘MW‘J‘I\Hlﬂum,‘HWm_m_m‘w_m_m_ S pln
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\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 unknown-01 Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
12.416 2.56 ng/ul 510531 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 40
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 38
3 Isoamyl crotonate 156 C9H1602 1010429-17-3 33
4 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 33
5 Ethyl cyclopropanecarboxylate 114 CéH1e02 004606-07-9 9

Abundance Scan 1569 (12.416 min): BP012942.D\data.ms (-1552) (- m/z 68.95 100.00%
69.0

—

5000
1250
152.2 :
ol A LU 222111 2000 3561 42064974 iy a100 27.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
5000 T
12.50
m/z 39.05 19.41%
0 I ‘ 1\4;0 210.0
‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
—r
12.50
5000 ITI/Z 86.95 16.30%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33741: Isoamyl crotonate &~f4k‘ —
69.0 12.50

m/z 103.00  16.22%

5000

%

o', e — ALS
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.998 2.61 ng/ul 851494  Acenaphthene-di0 14.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 93
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2178 (15.998 min): BP012942.D\data.ms (-2167) (- m/z 105.00 100.00%

105.0
182.1
5000
—

16.00
o 9P L] 2810 35474147 48865461 ./, 77 00  63.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 “'J\‘A
1600
m/z 182.10 58.52%
27.0
O\\\\‘\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
—
16.00
5000 182.0 ITI z 50.95 24.53%
214
O Lo e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0 1600

m/z 180.95 9.56%

182.0
5000
obr |

il I
L L L L L B L R L I B L I B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600

SFAM-EPA-BP120122.M Mon Dec 05 14:45:39 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.733  5.86 ng/ul 2572866 Phenanthrene-die 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual

,N'-Ethane-1,2-diylbis(3-bromop... 328 C8H14Br2N202 ©16044-35-2 35

1N
2 2,1-benzisoxazole-5-carboxylic a... 179 C8H5NO4 1000404-80-3 30
3 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 25
4 Phenol, 4-amino-2,6-dichloro- 177 C6H5C12NO 005930-28-9 25
5 6-Chloro-1,2,3,4-tetrahydrocarba... 205 C12H12CIN 036684-65-8 25
Abundance Scan 2643 (18.733 min): BP012942.D\data.ms (-2635) (- m/z 178.90 100.00%
178.9
5000
65.0 268.9
—— —
H 18.50 19.00
0 L M1 34104010 489.0545.4 1y ;176,90 80.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234954: N,N'-Ethane-1,2-diylbis(3-bromopropanamide)
177.0
500000 — —
18.50 19.00
07 0 m/z 180.90 49.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54076: 2,1-benzisoxazole-5-carboxylic acid, 1,3-dihydrol
179.0
—— —
18.50 19.00
5000 118.0 m/z 204.90  43.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,
179.0 18.50 19.00
m/z 202.9 36.37%
5000 69.0
ol Ll k.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

SFAM-EPA-BP120122.M Mon Dec 05 14:45:40 2022 Page: 11



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
BP012942.D

Dec 2022 16:35

: CG/JU
: N5785-05

. 15

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 1,6,11,16,21-Pentaoxacyclop... Concentration Rank 15
R.T EstConc Area Relative to ISTD R.T.
21.574 2.24 ng/ul 1270590  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 86
2 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
31,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 83
4 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 78
51,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 62

Abundance Scan 3126 (21.574 min): BP012942.D\data.ms (-3122) (-
71.0

m/z 71.00 100.00%

L
—

5000
T T
ﬂ || 1431 5151 281.1341.0 430.0489.1548. 2150
obrr b b S T go:d 2022 3aL0  430.0489.15948. ' m/z  73.e5  44.86%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0
5000 — :
21.50
m/z 55.05 40.88%
143.0
oL LT 2150 2890 3600
\\\\‘\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0 ‘]k
: =
21.50
5000 ITI/Z 43.10 21.94%
il 90
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon e ‘
71.0 21.50
m/z 85.00 16.24%
5000
‘ 143.0
oo bl 280 msesmo o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50

SFAM-EPA-BP120122.M Mon Dec 05 14:45:41 2022
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
BP012942.D

Dec 2022 16:35

: CG/JU
: N5785-05

. 15

Quant Method :

Quant Tit

TIC Libra

le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 1,6,11,16,21,26,31-Heptaoxa... Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
24.274  3.78 ng/ul 2127130 Perylene-d12 23.992
Hit# of 5 Tentative ID MW MolForm CAS# Qual

,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 91
,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 91
,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86

VA wWwN R
>R R R R

,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 52
crolein,dimethyl acetal 102 C5H1002 006044-68-4 50
Abundance Scan 3585 (24.274 min): BP012942.D\data.ms (-3579) (- m/z 71.00 100.00%
71.0
w M j\ I
— —
‘ ‘1430 24.00 24.50
ol hilLj 202070 2811 35514161 4889549 ., 73,00 30.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0
5000 — ——
24.00 24.50
‘ 143.0 m/z 55.10 36.82%
O \\\JL“\ WLIll\\ll\ \h‘ T \\\2‘1-\?.\0\‘ TT \\3‘]-\5\.\0\‘3\7\\7.\0‘\ TTT ‘ TTTT ‘ TTTT ‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
— =
24.00 24.50
5000 ITI/Z 43.10 17.88%
‘ ‘14&0
olikihif ot 2150 sor0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94098: 1,6,11-Trioxacyclopentadecane T —
71.0 24.00 24.50
m/z 100.10 15.96%
5000 j\
dodigme oL _
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

SFAM-EPA-BP120122.M Mon Dec 05 14:45:41 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12942.D

Acq On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.633 2.15 ng/ul 1209010  Perylene-di12 23.992
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 3646 (24.633 min): BP012942.D\data.ms (-3641) (- m/z 57.10 100.00%

57.1
5000

[ [
127.1 2070 24.50 25.00
281.1
0k ‘ ’ee J”‘ ﬁt bt S 3410 417047795346y 71 10 69.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-

57.0

5000 —

m/z 43.10 58.14%

\\\f‘\\\I\i\‘\A\"\\‘h\h\\2\}\1-\\0\‘2\\8\]_\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

—T
24.50 25.00

o

5000 m/z 85.10 52.75%
oL, || £27-0 1970 281.0 394.0
‘H"H‘_‘H‘H‘WH‘W‘H‘M‘H‘HH,H‘W‘H‘_‘H_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T =
43.0 24.50 25.00

m/z 55.10  22.63%

5000
1960
P 1 2sa0 Jo

om_"‘_HW"w‘w"","H_m,w_ww_ : :
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\BP120222\
Data File : BP@12942.D

Acqg On : 02 Dec 2022 16:35
Operator : CG/JU

Sample : N5785-05

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.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|
Benzene, 1-brom... 9.510 7.8 ng/ul 1559350 2 10.834 3995460 20.0
Benzene, 1-brom... 9.828 4.8 ng/ul 954417 2 10.834 3995460 20.0
Benzene, 1-chlo... 11.422 17.7 ng/ul 3541570 2 10.834 3995460 20.0
Benzene, 1-chlo... 11.634 4.5 ng/ul 892018 2 10.834 3995460 20.0
4-Chloro-2-nitr... 12.104 2.5 ng/ul 506905 2 10.834 3995460 20.0
unknown-01 12.416 2.6 ng/ul 510531 2 10.834 3995460 20.0
Benzophenone 15.998 2.6 ng/ul 851494 3 14.639 6536390 20.0
unknown-02 18.733 5.9 ng/ul 2572800 4 17.398 8785270 20.0
1,6,11,16,21-Pe... 21.574 2.2 ng/ul 1270590 5 21.480 11369300 20.0
1,6,11,16,21,26... 24.274 3.8 ng/ul 2127136 6 23.992 11254200 20.0
(DEL) Alkane: S... 24.633 2.1 ng/ul 1209010 6 23.992 11254200 20.0
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