LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc :

ALS vial : 9 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-BP100923.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17652.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.158 7 12 30 rVB 1324679 1781860 46.32% 5.046%
2 3.281 30 33 42 rVB2 35393 50330 1.31% 0.143%
3 3.446 57 61 62 rVB4 11551 12766 ©0.33% 0.036%
4 3,723 104 108 116 rBV 170747 280440 7.29% 0.794%
5 3.905 136 139 144 rVB 20977 26824 0.70% 0.076%
6 3.981 149 152 156 rBV6 8942 14574 0.38% 0.041%
7 4.446 228 231 237 rVB4 21419 35325 0.92% 0.100%
8 4.558 243 250 262 rVB 1497167 2126858 55.28% 6.023%
9 4.840 289 298 311 rVB 398821 668244 17.37% 1.892%
106 4.940 311 315 322 rVB5 30052 53938 1.40% 0.153%
11 5.070 335 337 341 rVB3 15601 20717 ©.54% 0.059%
12 5.658 433 437 438 rBv3 5715 6593 0.17% 0.019%
13 6.081 507 509 511 rVv2 7328 7591 0.20% 0.021%
14 6.111 511 514 515 rvv2 7156 5909 0.15% 0.017%
15 6.152 517 521 528 rVB4 37391 60830 1.58% 0.172%
16 6.205 528 530 533 rBV 5305 5911 0.15% 0.017%
17 6.317 544 549 550 rBV2 6723 8125 0.21% 0.023%
18 6.593 594 596 604 rVB 5114 9927 0.26% 0.028%
19 7.264 704 710 722 rBV 462186 765388 19.89% 2.167%
20 7.399 730 733 735 rBvV2 7709 10346 0.27% 0.029%
21 7.452 737 742 749 rVWW3 35008 77691  2.02% 0.220%
22 7.564 760 761 764 rVB 9047 6061 0.16% 0.017%
23 7.828 800 806 812 rVB2 43009 74089 1.93% 0.210%
24 7.922 815 822 831 rVW 439656 730738 18.99%  2.069%
25 7.999 831 835 842 rVW3 39824 69322 1.80% 0.196%
26 8.187 863 867 868 rBV 4796 6374 0.17% 0.018%
27 8.293 883 885 889 rVWW3 10050 13648 ©0.35% 0.039%
28 8.411 903 905 906 rBV2 8123 6585 0.17% 0.019%
29 8.422 906 907 912 rVB 8260 7336 0.19% 0.021%
30 8.552 927 929 932 rVB 5903 7088 0.18% 0.020%
31 8.852 979 980 985 rVvB 8095 8979 0.23% 0.025%
32 8.905 985 989 990 rBV2 7115 9554 0.25% 0.027%
33 8.922 990 992 997 rw2 5609 9146 0.24% 0.026%
34 9.134 1021 1028 1037 rBV 530488 933726 24.27% 2.644%
35 9.222 1037 1043 1049 rVV5 14647 40744 1.06% ©0.115%
36 9.875 1147 1154 1157 rBV6 15689 31086 0.81% ©0.088%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc :

ALS vial : 9 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-BP100923.MA.M
Title : SVOA CALIBRATION
37 10.240 1214 1216 1219 rBV 4772 5867 ©.15% 0.017%
38 10.399 1238 1243 1251 rBV4 45917 114767 2.98% 0.325%
39 10.587 1273 1275 1281 rVB4 4652 6856 0.18% 0.019%
40 10.699 1291 1294 1295 rBV 10037 7844 0.20% 0.022%
41 10.758 1298 1304 1313 rVB 610948 1010234 26.26% 2.861%
42 10.887 1320 1326 1328 rBv2 4765 6923 0.18% 0.020%
43 11.299 1395 1396 1402 rVB4 4630 6584 0.17% 0.019%
44 11.793 1477 1480 1481 rBV3 7257 6236 0.16% ©0.018%
45 11.834 1481 1487 1492 rVV4 16379 31761 0.83% 0.090%
46 12.363 1571 1577 1580 rBV6 8708 15339 0.40% 0.043%
47 12.452 1590 1592 1595 rBV 6217 5713 ©.15% 0.016%
48 12.687 1630 1632 1637 rVB2 5136 7306 0.19% 0.021%
49 12.799 1646 1651 1652 rBv4 5281 6558 0.17% 0.019%
50 13.293 1733 1735 1737 rBV2 5411 5807 ©.15% 0.016%
51 13.375 1744 1749 1750 rBV 6171 6482 0.17% 0.018%
52 13.451 1760 1762 1763 rVV2 7243 6767 0.18% 0.019%
53 13.463 1763 1764 1768 rVB4 8758 6559 0.17% 0.019%
54 13.622 1787 1791 1794 rVvv3 3686 5947 ©.15% 0.017%
55 13.799 1819 1821 1823 rvv3 5706 6711 0.17% 0.019%
56 13.840 1823 1828 1831 rVvv3 18033 32549 0.85% 0.092%
57 13.863 1831 1832 1835 rvv2 8729 8209 0.21% 0.023%
58 13.887 1835 1836 1839 rvv2 7017 7390 0.19% 0.021%
59 13.951 1844 1847 1849 rVB2 4966 6169 0.16% 0.017%
60 14.034 1854 1861 1869 rBV 1436864 1971054 51.23% 5.581%
61 14.316 1902 1909 1919 rBV 771413 1120366 29.12% 3.173%
62 14.616 1954 1960 1968 rVV 965676 1472496 38.28% 4.170%
63 14.687 1970 1972 1975 rVV3 7141 8918 0.23% 0.025%
64 14.716 1975 1977 1980 rVVv2 7188 8555 0.22% 0.024%
65 14.746 1980 1982 1989 rVV5 9328 13033 0.34% 0.037%
66 14.857 1999 2001 2005 rBV3 4224 5744 0.15% 0.016%
67 14.981 2020 2022 2027 rVV 4784 8243 0.21% 0.023%
68 15.028 2028 2030 2032 rVV3 6148 6159 0.16% 0.017%
69 15.322 2076 2080 2082 rBV 6884 9325 0.24% 0.026%
70 15.369 2085 2088 2090 rBV2 6719 6796 0.18% 0.019%
71 15.416 2090 2096 2097 rBV3 9627 11562 0.30% 0.033%
72 15.622 2125 2131 2141 rBV 2299624 3167003 82.32% 8.968%
73 16.134 2215 2218 2222 rVV4 15934 20898 0.54% 0.059%
74 16.204 2227 2230 2232 rVV3 5136 6498 0.17% ©0.018%
75 16.245 2234 2237 2238 rBV2 4700 6283 0.16% 0.018%

76 16.345 2248 2254 2266 rBV2 184661 328382 8.54% 0.930%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc :

ALS vial : 9 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-BP100923.MA.M
Title : SVOA CALIBRATION

77 16.769 2322 2326 2330 rVB4 4991 6945 0.18% 0.020%
78 16.934 2352 2354 2356 rBV 10468 6613 0.17% 0.019%
79 17.051 2367 2374 2379 rBV2 63900 111307 2.89% 0.315%
80 17.122 2384 2386 2388 rVB2 8888 6863 0.18% 0.019%
81 17.140 2388 2389 2393 rBV 12139 10226 0.27% 0.029%
82 17.292 2412 2415 2422 rVB 11396 15874 0.41% 0.045%
83 17.410 2429 2435 2443 rBV 1382506 1967042 51.13% 5.570%
84 17.510 2446 2452 2466 rVV 1675227 2414659 62.76% 6.838%
85 17.675 2477 2480 2482 rBV2 7298 8282 0.22% 0.023%
86 17.816 2499 2504 2506 rBV4 6511 10620 0.28% 0.030%
87 18.051 2543 2544 2547 rVB3 8999 6230 0.16% ©0.018%
88 18.239 2571 2576 2583 rBV4 33469 52544 1.37% 0.149%
89 18.586 2633 2635 2636 rBV 8704 7061 0.18% 0.020%
90 18.657 2644 2647 2649 rBV3 6414 8373 0.22% 0.024%
91 18.798 2666 2671 2679 rBv2 129035 208096 5.41% 0.589%
92 19.028 2708 2710 2712 rBV2 8437 6405 0.17% 0.018%
93 19.334 2759 2762 2768 rVB4 33057 45048 1.17% 0.128%
94 19.404 2771 2774 2780 rVB 39699 54320 1.41% 0.154%
95 19.639 2812 2814 2816 rBV3 14546 13702 0.36% 0.039%

96 19.763 2829 2835 2844 rBV 2757005 3847146 100.00% 10.8947%
97 20.963 3035 3039 3046 rVB 356073 463707 12.05% 1.313%
98 21.551 3134 3139 3145 rBV 1818676 2412466 62.71% 6.831%
99 23.951 3540 3547 3557 rVB2 1644744 3577720 93.00% 10.131%
100 24.122 3570 3576 3588 rVB 1232477 2572288 66.86% 7.284%

Sum of corrected areas: 35314093
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP017652.D\data.ms
2500000
2000000
4.558
15000001158
1000000
10.758
4.840 7264 7.922 9134
500000 3723
28446 |39081 4.4 MWO 5.658 GfEHAEE B.593 73848208 % BoarRs 222 9.87510 %4850 BE711.299 11.
0 \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP017652.D\data.ms
19.¥63
2500000 15.622
2000000
17.510
14.034
1500000 17410
1000000
500000
16.345 |
834 123aB28FP9 13 506 18623816 16 7G4H 716781% b8: 39_355% NﬁMW_QJLM
e Ao B e e e o B e o e e R B B e e I
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17. 50 18.00 18.50 19.00 19. 50 20.00
Abundance TIC: BP017652.D\data.ms
2500000
21.551 23.951
2000000
4.122
1500000
1000000
20.963
N N I P
SOOOOO/LJ
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.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 2-Butene, 1-chloro-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.158 48.77 ng/ul 1781860 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-chloro-3-methyl- 104 C5HOC1 000503-60-6 80
2 2-Butene, 1-chloro-3-methyl- 104 C5H9C1 000503-60-6 80
3 3-Methyl-3-chloro-1-butene 104 C5H9Cl 002190-48-9 64
4 2-Butene, 1-chloro-3-methyl- 104 C5HOC1 000503-60-6 59
5 2-Butene, 1-chloro-2-methyl- 104 C5HOC1 013417-43-1 56
Abundance  Scan 12 (3.158 min): BP017652.D\data.ms (-7) (-) m/z 69.05 100.00%
69.0 ?
5000
) 3.203.303.403.503.60
ol Ak 13271 20802669 343.1 428.9489.2547° ./, 41 05  71.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5469: 2-Butene, 1-chloro-3-methyl-
41.0
5000 T T T[T T T[T T[T TT
3.203.303.403.503.60
‘ ‘ 104.0 m/z 39.05 34.64%
O ‘\“‘\““‘i\"“}\‘\“}\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5470: 2-Butene, 1-chloro-3-methyl-
41.0
T
3.203.303.403.503.60
5000 m/z 53.05 34.48%
104.0
O‘HL‘““"‘ T e R R R A Ra
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5456: 3-Methyl-3-chloro-1-butene T
69.0 3.203.303.403.503.60
m/z 67.05 16.59%
5000 JL
OLJ“‘, T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.503.60
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\

Data File : BP

Library Search Compound Report

017652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.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 2 Propanoic acid, 2-hydroxy-2... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4,558 58.21 ng/ul 2126860 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 53
2 3-Pentanol 88 C5H120 000584-02-1 42
3 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 38
4 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 36
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36

Abundance Scan 250 (4.558 min): BP017652.D\data.ms (-243) (-) m/z 59.10 100.00%
59.1
\ J‘ 4.20 4.40 4.60 4.80
ol Mgl 4288 207.0 282.0 3551 46105190  n/z 43.16 53.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
5000 L L L L L IR
4.20 4.40 4.60 4.80
m/z 41.05 19.25%
O‘\‘\“VJ“f\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2348: 3-Pentano
59.0
P P e
4.20 4.40 4.60 4.80
5000 ITI/Z 106.95 17.51%
0 s R e i o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5387: 1-Butanol, 3-methoxy- s REaaaTaT
59.0 4.20 4.40 4.60 4.80
m/z 69.05 8.54%
5000 /X
o — SR EENEE L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.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 3 Butane, 2,3-dichloro-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.840 18.29 ng/ul 668244  1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 83
2 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 83
3 Propane, 1,1-dichloro- 112 C3He6C12 000078-99-9 38
4 Propane, 1,1,2-trichloro-2-methyl- 160 C4H7C13 029559-52-2 33
5 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 28
Abundance Scan 298 (4.840 min): BP017652.D\data.ms (-289) (-) m/z 77.00 100.00%
71.0
5000
 EEREEREE SR
‘ 1 207.0 4.60 4.80 5.00 5.20
o dll| | 14782070 281.9339.1398846L752L1 1/, a1.10  73.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20876: Butane, 2,3-dichloro-2-methyl-
71.0
5000 L L B I IR L
4.60 4.80 5.00 5.20
m/z 69.10 41.69%
Oul\‘r“fh\‘h‘r‘ !l‘"\\‘H‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20872: Butane, 2,3-dichloro-2-methyl-
71.0
R AERmEEEEE S
4.60 4.80 5.00 5.20
5000 m/z 78.95 31.50%
oH'JH I ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7000: Propane, 1,1-dichloro- e  RERREEEE SRR
77.0 4.60 4.80 5.00 5.20
m/z 75.95  28.69%
5000
O‘L‘ b e e e AR REREE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.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 7
R.T. EstConc Area Relative to ISTD R.T.
7.828 2.03 ng/ul 74089  1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, dichlorofluoro- 127 C2C12FN 000353-82-2 28
2 Benzene, undecyl- 232 C17H28 006742-54-7 23
3 1H-Pyrrole-3-carbonitrile 92 C5H4N2 007126-38-7 9

4 Benzeneethanol, .alpha.-(2-methy... 178 C12H180 007779-78-4 9
51,1,3,3,5,5-Hexamethyl-5-(pyridi... 331 C12H25N04Si3 1000334-15-3 9

Abundance Scan 806 (7.828 min): BP017652.D\data.ms (-800) (-) m/z 92.00 100.00%

92.0
5000

207.0 7.60 7.80 8.00 8.20
282.9 354.8
_Hu\w‘"}\“:uu,‘mw‘w“m‘,m‘HHpmf“l“?:l‘_??ﬁ'?w m/z 42.10  36.95%

0 )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13311: Acetonitrile, dichlorofluoro-
92.0
5000 L B L LI L I
7.60 7.80 8.00 8.20
m/z 94.00 30.27%
31.0 |
O‘\\\“\“‘\‘\‘\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114087: Benzene, undecyl-
92.0
AR RmmmE
7.60 7.80 8.00 8.20
5000 m/z 41.00 15.70%
29, j 232.0
Ol ,'\m“H'H_m,‘m‘HHWHWHWHWH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2748: 1H-Pyrrole-3-carbonitrile T T T T T
92.0 7.60 7.80 8.00 8.20
m/z 56.05 14.71%
5000
SN
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.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 Coumarin, 8-acetyl-7-hydrox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.345 3.34 ng/ul 328382  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Coumarin, 8-acetyl-7-hydroxy-4-m... 218 C12H1004 002555-29-5 50
2 4-Quinazolinol, 2-methyl-, 3-oxide 176 C9H8N202 054518-07-9 47
3 1(2H)-Naphthalenone, 3,4-dihydro... 176 C11H1202 001078-19-9 47
4 1(2H)-Naphthalenone, 3,4-dihydro... 176 C11H1202 001078-19-9 47
5 Furan, 3-bromo- 146 C4H3BroO 022037-28-1 43

Abundance Scan 2254 (16.345 min): BP017652.D\data.ms (-2248) (- m/z 148.05 100.00%
148.1

5000

—

— —
66‘-0 16.00 16.50
el 4 L 120802668 342.8401.0 4751 548! ./, 176 19  96.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96240: Coumarin, 8-acetyl-7-hydroxy-4-methyl-

o

148.0
43.0
5000 — ——
16.00 16.50
m/z 146.05 86.14%
l 218.0
0‘\\\‘\II’LN\‘JJ\L\l\“\JLW\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51561: 4-Quinazolinol, 2-methyl-, 3-oxide
176.0
— ——
16.00 16.50
5000 m/z 147.00 29.66%
90.0
o"H‘,JM‘LMM‘H‘_H‘_m,‘H‘,w,w,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #50737: 1(2H)-Naphthalenone, 3,4-dihydro-6-methoxy- e T
148.0 16.00 16.50

m/z 175.10  17.31%

5000

77.0

15.0
T ———

= Ty
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\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.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-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.798 2.12 ng/ul 208096  Phenanthrene-die 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Trifluoromethylchroman-4-one 216 C10H7F302 111141-02-7 49
2 1(2H)-Dibenzofuranone, 3,4-dihyd... 216 C13H1203 095338-40-2 43
3 4H-Furo[3,2-g][1]benzopyran-4,7,... 216 C11H405 000483-36-3 35
4 1,2-Dihydro-2,7-naphthyridin-1-o0... 160 C9H8N20 1000501-27-1 11
5 4-Fluoro-6-methyl-2-phenylpyrimi... 188 C11H9FN2 051421-92-2 11

Abundance Scan 2671 (18.798 min): BP017652.D\data.ms (-2666) (- m/z 188.05 100.00%
188.1

—

5000
80.0
R 1
L L] 265.1326.9 ‘ 18.50 19.00
Ol b L] 26518269 4018 4889548 .., 516 10 90.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93691: 7-Trifluoromethylchroman-4-one
160.0
5000 — —
18.50 19.00
63.0 m/z 160.10 76.42%
‘ Ji L. 1 '0
0‘\\hu’m\}‘\‘\hf‘\l\‘\J‘ H%\H\‘\\H‘HH‘HH‘\\H‘\H\‘\H\‘\

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

Abundance #94274: 1(2H)-Dibenzofuranone, 3,4-dihydro-8-methoxy-
216.0

—

T o
18.50 19.00
5000 m/z 158.05 34.25%

132.
63.0 ‘
by 1 g L

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

Abundance  #93934: 4H-Furo[3,2-g][1]benzopyran-4,7,9-trione
216.0

o

-

—r— ot
18.50 19.00
m/z 80.05 32.62%

5000

104.0

—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.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 2-(4-chlorophenyl)-5-fluoro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.963 3.84 ng/ul 463707  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-chlorophenyl)-5-fluoro-1H-i... 245 C14H9C1FN 881040-32-0 76
2 4-Chloro-2-methyl-6-trifluoromet... 245 C11H7C1F3N 867167-05-3 53
3 2-(4-Chlorophenyl)benzothiazole 245 C13H8CINS 006265-91-4 53
4 2-Chloro-4-methylpyridazino(6,1-... 245 C12H8CIN30 001703-04-4 50
5 4-Chloro-2-methyl-7-(trifluorome... 245 C11H7C1F3N 018529-09-4 50
Abundance Scan 3039 (20.963 min): BP017652.D\data.ms (-3035) (| | m/z 245.10 100.00%
2451
5000 A
104.1
40.0 { | J{ 357.2 429.1 503.1 21.00
O e ettt prter e e S S P T P 208.05  34.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129551: 2-(4- chlorophenyl) -5-fluoro-1H-indole
245.
5000 1
21.00
183.0 m/z 247.10  30.93%
107.0
O‘\\S\\’\\\l\“n\\\\\‘\\\\‘J!‘!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129065: 4-Chloro-2-methyl-6-trifluoromethylquinoline
245.0
2100
5000 m/z 246.10 22.88%
169.0
0, 3900
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129395: 2-(4-Chlorophenyl)benzothiazole
245.0 2100
210.10 21.68%
5000
69.0
T Tt S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2100
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101123\
Data File : BP@17652.D

Acqg On : 11 Oct 2023 18:02
Operator : MA/JU

Sample : 04744-06RX

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100923.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|
2-Butene, 1-chl... 3.158 48.8 ng/ul 1781860 1 7.922 730738 20.0
Propanoic acid,... 4.558 58.2 ng/ul 2126860 1 7.922 730738 20.0
Butane, 2,3-dic... 4.840 18.3 ng/ul 668244 1 7.922 730738 20.0
unknown-01 7.828 2.0 ng/ul 74089 1 7.922 730738 20.0
Coumarin, 8-ace... 16.345 3.3 ng/ul 328382 4 17.410 1967040 20.0
unknown-02 18.798 2.1 ng/ul 208096 4 17.410 1967040 20.0
2-(4-chlorophen... 20.963 3.8 ng/ul 463707 5 21.551 2412470 20.0
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