LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acqg On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc :

ALS Vvial : 32 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-BN111522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22744.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.064 9 13 28 rVB 288217 470106 21.09% 1.979%
2 3.181 30 33 46 rVB 16784 27731 1.24% 0.117%
3 3.281 46 50 56 rBv2 6751 10746 0.48% 0.045%
4  3.475 80 83 87 rvB3 3903 5455 ©.24% 0.023%
5 3.622 106 108 118 rBV 58210 104258 4.68% 0.439%
6 3.852 141 147 153 rVB 7879 13701 0.61% ©0.058%
7 3.946 159 163 171 rVB 11528 18506 ©.83% 0.078%
8 4.481 243 254 269 rBV 925308 1512283 67.83% 6.365%
9 4.669 284 286 293 rBv4 1901 2717 0.12% 0.011%
10 4.740 293 298 299 rW 6077 7875 0.35% 0.033%
11  4.775 299 304 314 rVW 100682 165444  7.42%  0.696%
12 4.875 316 321 323 rW4 1466 2457 0.11% 0.010%
13 4.922 324 329 337 rW 55214 84659  3.80%  0.356%
14  4.999 337 342 352 rVB 43506 68639 3.08% 0.289%
15 6.087 523 527 532 rBvV3 5835 9153 0.41% 0.039%
16 7.022 681 686 695 rVvB 42642 69236 3.11% 0.291%
17 7.187 707 714 722 rBV 299060 474915 21.30%  1.999%
18 7.258 722 726 734 rVB2 9770 17107 ©0.77% 0.072%
19 7.381 739 747 756 rBV 344958 567310 25.45% 2.388%
20 7.558 772 777 784 rVB2 5595 9258 0.42% 0.039%
21 7.852 820 827 834 rBV 233475 371909 16.68% 1.565%
22 7.916 834 838 846 rVB 11129 19231 0.86% 0.081%
23 8.581 945 951 965 rBV 103245 179578 8.06% ©.756%
24 8.728 971 976 982 rBV3 9175 14960 0.67% 0.063%
25 9.034 1017 1028 1037 rBV 371228 650015 29.16% 2.736%
26 9.134 1039 1045 1058 rVB 188368 311070 13.95% 1.309%
27 9.405 1088 1091 1099 rvVB4 2210 4304 0.19% ©0.018%
28 9.757 1143 1151 1163 rBV 306189 510516 22.90%  2.149%
29 9.934 1176 1181 1186 rBV3 2549 6111 0.27% 0.026%
30 10.299 1236 1243 1254 rBV 389151 682156 30.60% 2.871%

31 10.452 1263 1269 1280 rVB2 45339 83757 3.76%
32 10.569 1282 1289 1299 rBV2 54648 113574 5.09%
33 10.669 1299 1306 1317 rVB 366749 607519 27.25%
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34 10.834 1330 1334 1341 rVB3 2162 3734  0.17% 016%
35 11.481 1439 1444 1454 rBV3 10340 21885 0.98% 092%
36 11.940 1518 1522 1530 rVB2 10312 18736 ©.84% 0.079%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acqg On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc :

ALS Vvial : 32 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-BN111522.M
Title : SVOA CALIBRATION
37 12.146 1553 1557 1563 rVB2 3258 5160 ©.23% 0.022%
38 12.269 1573 1578 1582 rBV2 5054 7418 0.33% 0.031%
39 12.869 1676 1680 1686 rVB5 1371 3044 0.14% 0.013%
40 12.946 1688 1693 1697 rwV 4621 6308 0.28% 0.027%
41 13.716 1817 1824 1832 rBV3 4856 11642 ©.52% 0.049%
42 13.940 1849 1862 1874 rVB 997279 1384824 62.12% 5.829%
43 14.216 1901 1909 1922 rBV 506540 716606 32.14% 3.016%
44 14.522 1955 1961 1972 rVB 598343 876591 39.32%  3.690%
45 14.751 1995 2000 2018 rBV 79118 150097 6.73% 0.632%
46 15.116 2056 2062 2063 rBV3 1235 2270 ©0.10% 0.010%
47 15.169 2063 2071 2079 rVB2 8024 18032 0.81% 0.076%
48 15.316 2089 2096 2099 rVB5 1538 2808 ©0.13% 0.012%
49 15.522 2124 2131 2140 rBV 1321400 1883479 84.48% 7.928%
50 15.651 2147 2153 2166 rBV 525682 715748 32.11% 3.013%
51 15.763 2166 2172 2176 rBV2 2629 3898 0.17% 0.016%
52 16.216 2242 2249 2260 rBV2 70596 110689 4.97% 0.466%
53 16.934 2362 2371 2377 rBV 59281 81315 3.65% 0.342%
54 17.151 2404 2408 2413 rVB2 5182 7881 ©.35% 0.033%
55 17.281 2423 2430 2436 rBvV 758724 1062434 47.66% 4.472%
56 17.381 2440 2447 2457 rVV 1033720 1492294 66.94% 6.281%
57 17.469 2457 2462 2466 rVV 53289 80517 3.61% ©.339%
58 17.522 2466 2471 2491 rVV 237006 439131 19.70%  1.848%
59 17.681 2493 2498 2503 rVB2 8728 13132 0.59% 0.055%
60 17.945 2539 2543 2547 rBV2 10528 13278 0.60% 0.056%
61 18.104 2565 2570 2576 rBV 50884 72312  3.24% 0.304%
62 18.169 2576 2581 2588 rvv 26454 37042 1.66% 0.156%
63 18.239 2588 2593 2608 rVB 30166 64746  2.90%  0.273%
64 18.522 2637 2641 2647 rBV6 6935 10823 0.49% 0.046%
65 18.681 2663 2668 2674 rBV2 25815 41426 1.86% 0.174%
66 18.945 2709 2713 2717 rBV5 1801 3539 0.16% 0.015%
67 19.186 2751 2754 2755 rBvV2 2254 2479 0.11% 0.010%
68 19.245 2760 2764 2771 rVB3 16555 28212 1.27% 0.119%
69 19.316 2772 2776 2782 rBvV2 26305 38715 1.74% 0.163%
70 19.457 2796 2800 2805 rBV3 20142 26504 1.19% 0.112%
71 19.604 2823 2825 2827 rBV3 4207 3990 0.18% 0.017%
72 19.680 2832 2838 2847 rBV2 1635870 2200376 98.70% 9.261%
73 20.869 3037 3040 3041 rBV3 12018 12794 0.57% 0.054%
74 20.904 3041 3046 3053 rVB 139837 193405 8.68% 0.814%
75 21.480 3139 3144 3156 rBV 965124 1232190 55.27% 5.186%
76 23.727 3518 3526 3540 rVB2 1092037 2229372 100.00%  9.383%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acqg On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vvial : 32 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-BN111522.M
Title : SVOA CALIBRATION
77 23.880 3545 3552 3565 rVB2 612905 1231571 55.24% 5.184%

Sum of corrected areas: 23758703
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN022744.D\data.ms
1600000

1400000
1200000
1000000 4.481
800000
600000

400000 064

200000 477

9.034 10.2990.669
3&3&%%3%39;6 4@@&@%@9 6.087

9.757
134
8.581
0 B.728 9. 405 9.934 834 11 481
L R B R L L ) L B B B B B B B | f T 1

Time--> 3.00 350 4. 00 450 500 550 600 650 700 750 800 850 9.00 9 50 10.00 10 50 11 00 11. 50

Abundance TIC: BN022744.D\data.ms
1600000 19.680

1200000

17.381
1000000 13.940

800000 17.281

14.522
14.216 651

600000

400000

200000

7.522
14.751 16.216
L9%pas0 123696 13 714 ) imwrms1ehs 763" | 16.9% oa1 S99 2688 o PBIEHE04

e - R el e SRR
Time-> 1200 1250 1300 1350 14.00 1450 1500 1550 1600 1650 17.00 1750 18.00 1850 19.00 19.50 20.00

Abundance TIC: BN022744.D\data.ms
1600000

1400000

1200000 23.121

21.480
1000000
800000 3.880
600000
400000
200000 20.904

20869 —

O \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 3-Methyl-3-chloro-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.064 25.28 ng/ul 470106  1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methyl-3-chloro-1-butene 104 C5HOCl 002190-48-9 78
2 2-Butene, 1-chloro-3-methyl- 104 C5HOCl 000503-60-6 72
3 3-Methyl-3-chloro-1-butene 104 C5HOC1 002190-48-9 72
4 2-Butene, 1l-chloro-3-methyl- 104 C5H9C1 000503-60-6 64
5 2-Butene, 1-chloro-3-methyl- 104 C5HOCl 000503-60-6 64
Abundance  Scan 13 (3.064 min): BN022744.D\data.ms (-9) (-) m/z 69.05 100.00%
69.0
41.0
5000
R e Eaa A
| 104.1 3.103.203.303.403.50
Ob e gl 2829 1930y 41005 69.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5456: 3-Methyl-3-chloro-1-butene
69.0
41.0
5000 IANRERAN R R RN R
3.103.203.303.403.50
m/z 53.10  34.39%
w‘\ \‘H il h\ 9 ‘.0 ,
O\\\\‘\\\\‘\\i\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5469: 2-Butene, 1-chloro-3-methyl-
41.0 69.0
AT
3.103.203.303.403.50
5000 m/z 39.05 28.79%
104.0
15.0 ‘ ‘
0‘Hh‘N‘MMprﬂhw‘m“ﬁ‘w‘u“u‘w‘u“u‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5457 3-Methyl-3-chloro-1-butene R ERERREEEE
41.0 69.0 3.103.203.303.403.50
m/z 67.10 14.72%
5000
104.0
o290 uu“:whhWmw!‘uwHH_MWHWHWH AN SRENEID MM S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1,1-Dimethyl-3-chloropropanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.481 81.33 ng/ul 1512280 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,1-Dimethyl-3-chloropropanol 122 C5H11Clo0 001985-88-2 74
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 59
3 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 40
4 4-Methyl-2-pentanol, methyl ether 116 C7H160 1000333-93-5 38
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 38
Abundance Scan 254 (4.481 min): BN022744.D\data.ms (-243) (-) m/z 59.10 100.00%

59.1
5000

SN H NS—_——" S
107.0 4.20 4.40 4.60 4.80
| 85.0 208.9

o ek 10880 2089 sz 43.10 44.79%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11113: 1,1-Dimethyl-3-chloropropanol
59.0
5000

4.20 4.40 4.60 4.80

o

31.0 107.0 m/z 41.18  16.59%
‘ ‘ \‘u w181 0 ‘
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
“W‘H‘_“W‘H‘_“
4.20 4.40 4.60 4.80
5000 m/z 107.00 16.20%
31.0
‘ 89.0
0"JW‘W‘ﬂWu‘q“"_u"_““H“‘H“,H“,H“,‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #990: 2-Propanol, 2-methyl- R RARRaEEE T
59.0 4.20 4.40 4.60 4.80

m/z 69.10 8.36%

5000
31.0
0 e

m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Butane, 2,3-dichloro-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.775 8.90 ng/ul 165444  1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H1eCl2 000507-45-9 90
2 Butane, 2,3-dichloro-2-methyl- 140 C5H1eCl2 000507-45-9 50
3 Butanoyl chloride, 2-chloro- 140 C4He6C120 007623-11-2 45
4 Propane, 1,1,2-trichloro-2-methyl- 160 C4H7C13 029559-52-2 40
5 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 38
Abundance Scan 304 (4.775 min): BN022744.D\data.ms (-299) (-) m/z 77.00 100.00%
71.0
41.0
5000
R SRR
‘ ‘ | 105.0 4.40 4.60 4.80 5.00
Obrrrerebictl Ll 1 ) 1269 2090 L4165 62.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20872: Butane, 2,3-dichloro-2-methyl-
71.0
5000 410 L L ELL LI L L I L B
4.40 4.60 4.80 5.00
m/z 69.10 40.79%
105.0
O \\\‘\“H\ }“i“\ \“\H\“\M\‘\ “\\‘\\‘\“\\\1‘2\?.\9‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20876: Butane, 2,3-dichloro-2-methyl-
71.0
R R SRRAT
41.0 4.40 4.60 4.80 5.00
5000 m/z 79.00 32.80%
105.0
NI A SO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20840: Butanoy! chloride, 2-chloro- A RERRsEaES R
41.0 77.0 4.40 4.60 4.80 5.00
m/z 76.00 28.78%
5000
105.0
015'o A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.922 4.55 ng/ul 84659  1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 329 (4.922 min): BN022744.D\data.ms (-324) (-) m/z 43.05 100.00%
3.0
5000
101.1
‘ 4.60 4.80 5.00 5.20
Ol bbb e e 208 m/z 59.10 63.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L R R R
4.60 4.80 5.00 5.20
m/z 101.10  22.63%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\‘}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R EmaREE
4.60 4.80 5.00 5.20
5000 m/z 58.00 17.23%
101.0
0 b ettt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- R RAEEEAL e
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.10%
5000
101.0
Ol il 739 S CEN——
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.999 3.69 ng/ul 68639  1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butanol, 1,4-dichloro- 142 C4H8C120 002419-74-1 33
2 Methylthio(methylthio-methyl)sul... 172 C3H802S3 058000-45-6 28
3 Acrylanilide 147 CSH9NO 002210-24-4 28
4 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7C102 002568-30-1 9
5 Propanamide, N-phenyl- 149 C9H11NO 000620-71-3 9

Abundance Scan 342 (4.999 min): BN022744.D\data.ms (-337) (-) m/z 73.05 100.00%

5000 43.0
95.0 e e
‘ ‘ ‘ 1328 4.60 4.80 5.00 5.20 5.40
O bl bl 13282071 s 9300 75.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22247: 2-Butanol, 1,4-dichloro-
93.0
5000 I L B B
29.0 4.60 4.80 5.00 5.20 5.40
57.0 m/z 55.10 47.92%
O\\\‘\‘H\\“h‘\\‘h\‘\“‘\‘\‘\}h“\\\\‘\\\\‘\4\\0\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47510: Methylthio(methylthio-methyl)sulfone, j\
93.0 k
S A \V L W
4.60 4.80 5.00 5.20 5.40
5000 m/z 43.05 46.30%
45.0
0 ‘h h M 125.0 172'0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26070: Acrylanilide PR
55.0 93.0 4.60 4.80 5.00 5.20 5.40
m/z 57.10 32.11%
5000
147.0
..
) N S YN N RN EE— PRMBBNEN L ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 6 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.134 16.73 ng/ul 311070  1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Fluoro-5-hydroxypyridine 113 C5H4FNO 055758-32-2 38
2 Cyclopropanecarboxylic acid, 2,2... 154 C9H1402 074685-76-0 37
3 3-Fluoro-5-hydroxypyridine 113 C5H4FNO 209328-55-2 35
4 3-Fluoro-4-pyridinol 113 C5H4FNO 022282-73-1 35
5 4-Fluoro-2-pyridone 113 C5H4FNO 096530-75-5 35
Abundance Scan 1045 (9.134 min): BN022744.D\data.ms (-1039) (-) m/z 113.10 100.00%
113.1
5000 148.0 A
540 821 e
‘ ‘ ‘ 8.80 9.00 9.20 9.40
bbbl W 20787 148,00 50.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7766: 2-Fluoro-5-hydroxypyridine
118.0
5000 L L R R IR R
8.80 9.00 9.20 9.40
57.0 m/z 82.10  23.57%
O \\\‘\\‘\\‘H’\\\1”‘\h\\\‘m\\\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32260: Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-
113.0
67.0 8.80 9.00 9.20 9.40
5000 41.0 m/z 54.05 21.37%
91L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7765: 3-Fluoro-5-hydroxypyridine R A amas
113.0 8.80 9.00 9.20 9.40
m/z 146.00  17.30%
5000
57.0
85.0
i O O
) ST PR VTSRV NS NN SSUNRNNNNN i VIR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 7 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.451 2.76 ng/ul 83757  Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Imidazole, 4-methyl- 82 C4H6N2 000822-36-6 47
2 CH3CHCICN 89 C3H4CIN 001617-17-0 38
3 Nitrobenzene-D5 128 C6D5NO2 004165-60-0 36
4 1H-Imidazole, 4-methyl- 82 C4H6N2 000822-36-6 28
5 CH3CHCI1CN 89 C3H4CIN 001617-17-0 28
Abundance Scan 1269 (10.452 min): BN022744.D\data.ms (-1263) (- | m/z 82.10 100.00%
541 82.1
145.0
113.1
5000 f\
192‘0 T T T ‘ T
L |
) N /" bty Wl m/z 5410 91.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1319: 1H-Imidazole, 4-methyl-
82.0
54.0 /\ /\
5000 [ I
28.0 10.50
' m/z 145.00 80.59%
O\\\\‘\“\\“w\\\‘\‘\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2407: CH3CHCICN
28.0 54.0
——
10.50
5000 m/z 113.10 60.35%
‘ 89.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13832: Nitrobenzene-D5 Lo
82.0
54.0 2 10.50
m/z 52.00 27.42%
5000
128.0
o L NSRS AN : A\A
m/z--> 20 40 60 80 100 120 140 160 180 10.50

SFAM-EPA-BN111522.M Fri Nov 18 14:48:43 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31

Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 Xenon Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T.
10.569 3.74 ng/ul 113574  Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Xenon 132 Xe 007440-63-3 59
2 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 58
3 1H-Indol-6-amine 132 C8H8N2 005318-27-4 53
4 5-Fluoro-2-chloropyrimidine 132 C4H2C1FN2 062802-42-0 53
5 5-Methylimidazo[1,2-a]pyridine 132 C8H8N2 000933-69-7 53
Abundance Scan 1289 (10.569 min): BN0O22744.D\data.ms (-1282) (| m/z 132.00 100.00%
132.0
5000 69.1 /\/\
N \
411 | 104.0 10.50
Y ST ‘w‘!w‘m et “‘!‘M ' m/z 69.10  45.31%
miz--> 20 40 60 80 100 120 140
Abundance #16695: Xenon
182.0
5000 el :
10.50
66.0 m/z 134.00  33.82%
O\\\\‘\\\\‘\\\\‘\“1\\‘\\\\‘\\\\‘\1‘\’\
m/z--> 20 80 100 120 140
Abundance #16636: 1-Methylpyrrolo[1,2-a]pyrazine
132.0
R \
10.50
5000 m/z 66.00 17.21%
104.0
65.0
39.0
Obrrr e el call RO
miz--> 20 60 80 100 120 140 N/\
Abundance #16609: 1H-Indol-6-amine o
132.0 10.50
m/z 104.00 14.67%
5000 104.0
77.0
m/z--> 20 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 9 unknown-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.216 2.08 ng/ul 110689  Phenanthrene-di0 17.281
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 176 C11H1202 001078-19-9 47
2 1(2H)-Naphthalenone, 3,4-dihydro... 176 C11H1202 001078-19-9 47
3 3,4-Dihydrocoumarin, 7,8-dimethyl- 176 C11H1202 040614-32-2 47
4 Pyridine-3-carbonitrile, 1-ethyl... 176 C1@H12N20 1010316-81-3 43
5 Furan, 3-bromo- 146 C4H3BroO 022037-28-1 43
Abundance Scan 2249 (16.216 min): BNO22744.D\data.ms (-2242) (| m/z 148.05 100.00%
148.1
5000
66.0 118.1 17‘7.1 16.00 16.50
bt i 4] 2080 2811 tioe 16 as. 30
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50737: 1(2H)-Naphthalenone, 3,4-dihydro-6-methoxy-
148.0
5000 — ——
16.00 16.50
m/z 146.05 85.91%
77.0
39.0 ‘ ‘ 115.0 ‘ 177.0
0 \H‘H\\“\\“\\“‘\‘HW“’\\hu“‘i‘u‘\“‘u‘u‘\h H“‘\HH‘\H\’HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50740: 1(2H)-Naphthalenone, 3,4-dihydro-6-methoxy-
148.0
— —
16.00 16.50
5000 m/z 147.05 29.86%
51.0 91.0 177.0
Olrrprrretisbthrty b bbb e prerepreerprerperee
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50687: 3,4-Dihydrocoumarin, 7,8-dimethyl-
134.0 176.0 16.00 16.50
m/z 175.10 16.73%
5000 91.0
a0 |1
O\HMHWWWWMN“WMNNWNWMMJHNM\HPHWHHMH\_HWH — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 unknown-05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.522 8.27 ng/ul 439131  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Amino-1,4-dihydro-quinoxaline-... 177 C8H7N302 076097-87-5 38
2 Isophthalic acid, ethyl 2-methox... 252 C13H1605 1000345-85-7 38
3 Dimethyl 5-methylisophthalate 208 C11H1204 017649-58-0 38
4 Isophthalic acid, ethyl 3-methyl... 262 C15H1804 1000343-93-2 38
5 4-Chloro-2,5,6-trimethylthieno[2... 212 C9H9CIN2S 083548-58-7 35
Abundance Scan 2471 (17.522 min): BNO22744.D\data.ms (-2466) (| m/z 177.10 100.00%
177.1
5000
146.1 212.1
T
88.0
17.50
52.0 ‘ .
0 Mgt M 28l s 140,00 43.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #52149: 5-Amino-1,4-dihydro-quinoxaline-2,3-dione
17v.0
5000 e :
94.0 17.50
200 ‘ m/z 212.10  34.88%
O H\‘H\w“!\“!‘h\ ‘UHHHH"\\‘1‘\‘1‘\HlH\\‘\!‘\\‘\H\"\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137729: Isophthalic acid, ethyl 2-methoxyethyl ester
58.0 177.0
T
17.50
5000 m/z 146.05 30.42%
207.0
121.0
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #84475: Dimethyl 5-methylisophthalate e ‘
177.0 17.50
m/z 160.10  25.60%
5000
208.0
89.0 134.0 JLA
0 .. VRN TN N NS ES— DY
m/z--> 20 40 60 80 100120140160180200220240260280 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acq On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 11 unknown-06 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.904 3.14 ng/ul 193405  Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(4-Chlorophenyl)benzothiazole 245 C13H8CINS 006265-91-4 49
2 2-(4-chlorophenyl)-5-fluoro-1H-i... 245 C14H9C1FN 881040-32-0 49
3 2-Chloro-3-methylpyridazino(6,1-... 245 C12H8CIN30 001703-03-3 46
4 2-Chloro-4-methylpyridazino(6,1-... 245 C12H8CIN30 001703-04-4 43
5 4-Chloro-2-methyl-6-trifluoromet... 245 C11H7C1F3N 867167-05-3 43
Abundance Scan 3046 (20.904 min): BN022744.D\data.ms (-3041) (- m/z 245.10 100.00%
245.1
5000 208.1
104.1
R
21.00
6. 156.1
ol 222l UH“ oD 2981 856 s oeg.10  41.24%
m/z--> 50 100 150 200 250 300 350
Abundance #129395: 2-(4-Chlorophenyl)benzothiazole
245.0
5000 2100
69.0
1080 m/z 247.10 36.57%
O\ ‘h \‘]\-450\183\01\\\“\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #129551: 2-(4-chlorophenyl)-5-fluoro-1H-indole
245.0
e
21.00
5000 m/z 210.10 28.02%
183.0
107.0
YL CPPHN . P N A
m/z--> 50 100 150 200 250 300 350
Abundance #129276: 2-Chloro-3-methylpyridazino(6,1-b)quinazolin-1
245.0 2100
m/z 104.05 27.46%
5000
87.0 154.0
R G U Y. S S
m/z--> 50 100 150 200 250 300 350 2100
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22744.D

Acqg On : 18 Nov 2022 06:31
Operator : CG/JU

Sample : N5574-01

Misc

ALS vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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|
3-Methyl-3-chlo... 3.064 25.3 ng/ul 470166 1 7.852 371909 20.0
1,1-Dimethyl-3-... 4.481 81.3 ng/ul 1512280 1 7.852 371909 20.0
Butane, 2,3-dic... 4.775 8.9 ng/ul 165444 1 7.852 371909 20.0
2-Pentanone, 4-... 4.922 4.5 ng/ul 84659 1 7.852 371909 20.0
unknown-01 4.999 3.7 ng/ul 68639 1 7.852 371909 20.0
unknown-02 9.134 16.7 ng/ul 311070 1 7.852 371909 20.0
unknown-03 10.451 2.8 ng/ul 83757 2 10.669 607519 20.0
Xenon 10.569 3.7 ng/ul 113574 2 10.669 607519 20.0
unknown-04 16.216 2.1 ng/ul 110689 4 17.281 1062430 20.0
unknown-@5 17.522 8.3 ng/ul 439131 4 17.281 1062430 20.0
unknown-06 20.904 3.1 ng/ul 193405 5 21.480 1232190 20.0
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