LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44516.D

Acqg On : 06 Mar 2024 15:21
Operator : MA/JU

Sample : P1642-02

Misc :

ALS vial : 8 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_ M\Methods\SFAM-EPA-BM030524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44516.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.287 31 34 40 rVB 61195 79638 1.03% 0.093%
2 3.687 99 102 119 rBV 259342 486668 6.32% 0.570%
3 3.993 150 154 162 rVB2 21747 37606 0.49% 0.044%
4 5.087 334 340 348 rVB 173954 260508 3.38% 0.305%
5 5.816 460 464 468 rBV 19247 32327 0.42% 0.038%
6 5.851 468 470 477 rVB3 13042 17608 0.23% 0.021%
7 6.904 643 649 659 rBV 185165 333115 4.33% 0.390%
8 7.081 671 679 691 rBV 1118132 1765725 22.93% 2.068%
9 7.263 703 710 721 rBV 727400 1257863 16.33% 1.473%
10 7.451 738 742 746 rVB4 7025 11146 0.14% 0.013%
11 7.616 764 770 777 rVB 181369 286667 3.72% 0.336%
12 7.734 782 790 804 rBV 1045432 1804937 23.44% 2.113%
13 8.075 841 848 858 rBV 2975579 5006213 65.00% 5.862%
14 8.333 889 892 898 rVB6 5909 9828 0.13% 0.012%
15 8.433 902 909 917 rBV 606712 975734 12.67% 1.143%
16 8.892 979 987 990 rBV 1194352 2017983 26.20% 2.363%
17 8.933 990 994 1010 rVV 1331737 2197890 28.54% 2.574%
18 9.051 1010 1014 1021 rVv8 9821 21025 0.27% 0.025%
19 9.269 1045 1051 1058 rVB2 17312 29824 0.39% 0.035%
20  9.345 1058 1064 1069 rBV6 15534 27236 0.35% 0.032%
21  9.522 1089 1094 1100 rBVS8 8596 16917 0.22% 020%

22 9.604 1100 1108 1120 rBV 68612 138785 1.80%
23 10.133 1191 1198 1206 rBV 785974 1275671 16.56%
24 10.198 1206 1209 1216 rVVv4 17649 32470  0.42%
25 10.292 1218 1225 1229 rVB7 12397 24907  0.32%

OCOoOrRr O
A
O
2
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26 10.375 1229 1239 1255 rBV 1594383 2730928 35.46%
27 10.510 1255 1262 1275 rVB 1512272 2539456 32.97%
28 10.657 1275 1287 1304 rBV 1030611 1775742 23.06%

NEFENNW
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N
O
R

29 10.892 1318 1327 1336 rVB 824177 1382402 17.95% 619%
30 11.116 1353 1365 1374 rBV 1208789 2047908 26.59% 398%
31 11.222 1380 1383 1390 rVB8 6696 11443 0.15% ©0.013%
32 11.333 1394 1402 1413 rBV 249550 468102 6.08% 0.548%
33 11.763 1470 1475 1479 rBV3 8549 11737 ©0.15% 0.014%
34 11.821 1481 1485 1488 rVB6 5214 8284 0.11% 0.010%
35 11.927 1499 1503 1508 rVB7 9018 15344 0.20% ©0.018%
36 12.104 1529 1533 1539 rVB2 27749 46519 0.60% 0.054%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44516.D

Acqg On : 06 Mar 2024 15:21
Operator : MA/JU

Sample : P1642-02

Misc :

ALS vial : 8 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_ M\Methods\SFAM-EPA-BM030524.MA.M
Title : SVOA CALIBRATION
37 12.327 1569 1571 1577 rVB7 4768 8736 0.11% 0.010%
38 12.516 1596 1603 1604 rBV5 19008 31602 0.41% 0.037%
39 12.545 1604 1608 1613 rVB 76176 114530 1.49% 0.134%
40 12.792 1643 1650 1658 rBV2 61379 112608 1.46% 0.132%
41 12.874 1662 1664 1670 rVV7 5501 10523 0.14% 0.012%
42 12.951 1670 1677 1682 rVV2 52554 86387 1.12% 0.101%
43 12.986 1682 1683 1690 rVB3 8841 10084 0.13% 0.012%
44 13.157 1705 1712 1723 rVB 405902 714978 9.28% 0.837%
45 13.268 1723 1731 1737 rBV 241909 416691 5.41% 0.488%
46 13.333 1737 1742 1746 rVB2 32159 47638 0.62% 0.056%
47 13.392 1746 1752 1759 rBV2 61992 103866 1.35% 0.122%
48 13.704 1798 1805 1811 rBV9 11289 21234 0.28% 0.025%
49 13.792 1811 1820 1836 rBV 2616190 3804589 49.40% 4.455%
50 14.063 1858 1866 1876 rBV 3104398 4577137 59.43% 5.360%
51 14.251 1893 1898 1908 rVB6 10787 27015 0.35% 0.032%
52 14.368 1908 1918 1927 rBV 2377644 3459564 44.92% 4.051%
53 14.680 1967 1971 1975 rBV3 19630 26882 0.35% 0.031%
54 14.857 1996 2001 2010 rBV2 65187 109458 1.42% 0.128%
55 14.998 2022 2025 2031 rVB6 9360 14265 0.19% 0.017%
56 15.362 2080 2087 2093 rBV 3943405 5730496 74.41% 6.710%
57 15.421 2093 2097 2104 rWVW 90154 173196 2.25% 0.203%
58 15.498 2106 2110 2118 rVB 15172 35713 0.46% 0.042%
59 15.604 2124 2128 2134 rBv2 16048 25222 0.33% 0.030%
60 15.951 2181 2187 2191 rBV8 11902 21938 0.28% 0.026%
61 16.092 2206 2211 2216 rBV3 13777 25206 ©0.33% 0.030%
62 16.151 2217 2221 2226 rVB6 16878 23926 0.31% 0.028%
63 16.251 2235 2238 2243 rVB6 7123 11286 0.15% 0.013%
64 16.339 2247 2253 2259 rBV7 21586 41675 0©.54% 0.049%
65 16.515 2281 2283 2289 rVB6 13848 18147 0.24% 0.021%
66 16.692 2310 2313 2322 rVB6 8277 13271 0.17% 0.016%
67 16.909 2344 2350 2358 rVB6 9736 19612 ©0.25% 0.023%
68 17.115 2379 2385 2396 rBV 2658772 3953835 51.34% 4.630%
69 17.221 2396 2403 2415 rVV 4495025 6656492 86.43% 7.794%
70 17.315 2415 2419 2423 rVWV7 31718 62965 0.82% 0.074%
71 17.356 2423 2426 2434 rVB5 32245 50822 0.66% 0.060%
72 17.492 2446 2449 2455 rBV6 8879 16232 0.21% 0.019%
73 17.751 2489 2493 2498 rVB2 20884 32327 0.42% 0.038%
74 17.803 2498 2502 2506 rVV 23360 29106 0.38% 0.034%
75 17.851 2506 2510 2516 rVB5 14719 20617 0.27% 0.024%

76 18.021 2534 2539 2548 rBV2 73447 131563 1.71% 0.154%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44516.D

Acqg On : 06 Mar 2024 15:21
Operator : MA/JU

Sample : P1642-02

Misc :

ALS vial : 8 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_ M\Methods\SFAM-EPA-BM030524.MA.M
Title : SVOA CALIBRATION

77 18.098 2548 2552 2560 rVB 36708 60324 0.78% 0.071%
78 18.215 2567 2572 2576 rVB7 12968 17446 0.23% 0.020%
79 18.492 2609 2619 2627 rBV 854017 1212193 15.74% 1.419%
80 18.574 2630 2633 2636 rVV5 14271 20069 0.26% 0.023%
81 18.621 2636 2641 2649 rVB7 36606 59030 0.77% 0.069%
82 18.797 2667 2671 2672 rBV4 16375 21997 0.29% 0.026%
83 18.827 2672 2676 2680 rVB4 52410 80752 1.05% ©.095%
84 18.986 2693 2703 2707 rBV2 104740 174462 2.27% 0.204%
85 19.080 2714 2719 2723 rBV 58485 80689 1.05% 0.094%
86 19.115 2723 2725 2727 rVV2 17732 21845 0.28% 0.026%
87 19.150 2727 2731 2736 rVB 48001 73807 0.96% 0.086%
88 19.309 2754 2758 2765 rBV3 57150 90535 1.18% 0.106%
89 19.515 2787 2793 2809 rVB 5744540 7701412 100.00% 9.018%
90 20.044 2879 2883 2894 rBV 30849 66406 ©0.86% ©.078%
91 21.015 3046 3048 3049 rBV 27461 22133 0.29% 0.026%
92 21.039 3049 3052 3056 rVB2 40876 61075 0.79% 0.072%
93 21.309 3092 3098 3106 rBV 3218834 4156925 53.98% 4.867%
94 23.421 3449 3457 3465 rBV2 3771081 7297887 94.76%  8.545%
95 23.562 3474 3481 3498 rVB 2105902 4205175 54.60% 4.924%

Sum of corrected areas: 85401752
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM030624\

BMO44516.D
: 06 Mar 2024 15:21
: MA/JU
: P1642-02
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44516.D

Acqg On : 06 Mar 2024 15:21
Operator : MA/JU

Sample : P1642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Benzene, 1-chloro-3-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.116 16.13 ng/ul 2047910  Naphthalene-d8 10.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 97
2 Benzene, 1-chloro-3-nitro- 157 C6H4ACINO2 000121-73-3 95
3 Benzene, 1l-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 94
4 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 93
5 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 91
Abundance Scan 1365 (11.116 min): BM044516.D\data.ms (-1353) (- | m/z 110.90 100.00%
110.9
75.0
156.9
5000
50.0
T —
M ‘ ‘ 11.00 11.50
Obrr et M 2080 s g5 00 79.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0
5000 ‘J‘\ T T
11.00 11.50
50.0 m/z 156.90 52.72%
0\\\‘2\7\.‘(\)\”‘\‘\“‘\\‘M\H‘MH“\\\‘[‘\H“\‘\‘\‘\\‘HH“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34193: Benzene, 1-chloro-3-nitro-
111.0 J\
75.0 157.0 T L
11.00 11.50
5000 m/z 113.00 31.52%
50.0
027'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34191: Benzene, 1-chloro-4-nitro- T /\‘ ‘
75.0 111.0 11.00 11.50
m/z 49.95  29.22%
157.0
5000
50.0
ol 250 w ln
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44516.D

Acqg On : 06 Mar 2024 15:21
Operator : MA/JU

Sample : P1642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Benzene, 1-chloro-2-nitro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.333 3.69 ng/ul 468102 Naphthalene-d8 10.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 98
2 Benzene, 1-chloro-2-nitro- 157 C6H4ACINO2 000088-73-3 98
3 Benzene, 1l-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 97
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 97
5 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 96

Abundance Scan 1402 (11.333 min): BM044516.D\data.ms (-1394) (- | m/z 75.00 100.00%

79.0
110.8
156.9
5000
N

3.0 ‘ ‘ ‘ ‘ ‘ 2066 Jg0. 11.00 11,50
[ J— J“m b b ol 42908 2805 w/z 110.85  79.73%
miz--> 50 100 150 200 250
Abundance #34188: Benzene, 1-chloro-2-nitro-
780 1110 15, J\—A
5000
11.00 11,50

m/z 156.90  63.00%
‘\‘\ \‘ ‘ \‘

30.0
oL+ !H\‘ M“ ‘h‘\ ‘ “‘ ‘ " ‘ S B
m/z--> 50 100 150 200 250
Abundance #34184: Benzene, 1-chloro-2-nitro-
75.0 111.0 157.0

11.00 11.50
5000 ITI z 99.00 51.35%
30.0
0 el L \“ ‘M‘ “H . \‘\‘ i‘ L “‘ - — —
m/z--> 50 100 150 200 250 /\
Abundance #34187: Benzene, 1-chloro-2-nitro-
75.0 1100 1150

m/z 50.00 35.97%

111.0
5000 157.0
30.0
0 Al M“ il ‘ \‘\ \‘ \‘ “ | \‘

miz--> 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44516.D

Acqg On : 06 Mar 2024 15:21
Operator : MA/JU

Sample : P1642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.269 2.41 ng/ul 416691  Acenaphthene-d10 14.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 58
5 Diacetamate 193 C10H11NO3 002623-33-8 53

Abundance Scan 1731 (13.268 min): BM044516.D\data.ms (-1723) (- | m/z 42.95 100.00%

43.0
109.0
5000 151.1
‘ ] 85‘ 0 13.00 13.50
Ot st L 1908 o 160 60 72.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 /\ f\ 1
13 00 13 50
69.0 m/z 151.05 43.74%
0 \]-\5\.9\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \M\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
|
43.0 13 00 13 50
5000 ITI z 41.05 22.18%
69.0
I — ;uu““‘u‘“‘u Al 1730 2110
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724. Metacetamol
109.0 13 00 13 50

m/z 85.00 15.05%

5000 151.0
43.0
80.0
15.0 I A M | N /'\'\‘\ ‘M/\& :

|
B o B A e AR R s E s ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44516.D

Acqg On : 06 Mar 2024 15:21
Operator : MA/JU

Sample : P1642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.492 6.13 ng/ul 1212190  Phenanthrene-d10 17.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Chloro-1,2,3,4-tetrahydrocarba... 205 C12H12CIN 036684-65-8 45
2 1H-Pyrrolo[3,4-c]pyridine-1,3(2H... 177 C8H7N302 090004-20-9 35
3 N-(4,6-Dichloro-1,3,5-triazin-2-... 220 C7H10C12N4 1000326-88-2 27
4 Cyclopropane, pentachloro- 212 C3HC15 006262-51-7 16
5 2,1-benzisoxazole-5-carboxylic a... 179 C8H5NO4 1000404-80-3 11
Abundance Scan 2619 (18.492 min): BM044516.D\data.ms (-2609) (- | m/z 178.80 100.00%
178.8
5000 65.0
A .
18.50
0! m/z 176.80  74.41%
miz--> 50 100 150 200 250 300
Abundance #81301: 6-Chloro-1,2,3,4-tetrahydrocarbazole
177.0
5000 T T T T J\j\'\\““
18.50
630 1150 m/z 180.80  49.10%
L \“\m\‘u Mm U H‘\ ol “‘
O T ‘ T ‘ T ‘ T T [ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #52158: 1H-Pyrrolo[3,4-c]pyridine-1,3(2H)-dione, 4-amin
177.0
A
18.50
5000 m/z 65.00 39.47%
65.0 106.0
O‘F‘M ‘\H \“‘h\ ‘“‘\ }H ‘H\ H\‘ \““\ ‘ T ‘\ T ‘ T T T T ‘ L ‘ L ‘
miz--> 50 100 150 200 250 300
Abundance #99533: N-(4,6-Dichloro-1,3,5-triazin-2-yl)-N-isobutylamir] e
177.0 18.50
m/z 204.80  38.48%
5000
71.0
H 1100 h 220.0
NN N SPTENL ) N IS AL
m/z--> 50 100 150 200 250 300 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44516.D

Acqg On : 06 Mar 2024 15:21
Operator : MA/JU

Sample : P1642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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|
Benzene, 1-chlo... 11.116 16.1 ng/ul 2047910 2 10.510 2539460 20.0
Benzene, 1-chlo... 11.333 3.7 ng/ul 468102 2 10.510 2539460 20.0
2,4,7,9-Tetrame... 13.269 2.4 ng/ul 416691 3 14.368 3459560 20.0
unknown-01 18.492 6.1 ng/ul 1212190 4 17.115 3953840 20.0
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