LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082523\
Data File : BP@16776.D

Acqg On : 26 Aug 2023 09:05
Operator : MA/JU

Sample : 04105-16

Misc :

ALS Vvial : 39 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-BP082423.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO16776.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.381 13 16 25 rVB 106425 158016 1.18% 0.132%
2 3.822 87 91 109 rBvV 688842 1136527 8.47% 0.951%
3 4.022 120 125 132 rVB 50278 83660 0.62% 0.070%
4 4.134 140 144 150 rVB2 17756 25582 0.19% 0.021%
5 4.663 230 234 239 rVB6 13349 22455 0.17% 0.019%
6 5.075 300 304 311 rVB 11991 18366 ©0.14% 0.015%
7 5.657 398 403 410 rVB5 14044 29624 0.22% 0.025%
8 6.681 570 577 581 rVB9 7243 15232 0.11% 0.013%
9 6.975 622 627 630 rBvV4 10705 16571 0.12% 0.014%
106 7.175 655 661 674 rBV 572365 901364 6.72%  0.755%
11 7.369 684 694 703 rBV 1877753 2937934 21.90%  2.460%
12 7.551 718 725 737 rBV 1844522 2929558 21.84% 2.453%
13 8.034 800 807 818 rBV 1335270 2092201 15.60% 1.752%
14 8.287 845 850 858 rVBS8 9930 18434 0.14% 0.015%
15 8.381 858 866 872 rBVi1e 7290 20090 0.15% 0.017%
16 8.734 917 926 936 rBV 1503226 2522314 18.80% 2.112%
17 9.110 985 990 994 rBV2 26750 41440 0.31% ©0.035%
18 9.234 999 1011 1023 rVV 2146541 3658026 27.27% 3.062%
19 9.334 1023 1028 1033 rVV3 20755 50560 0.38% 0.042%
20 9.404 1035 1040 1045 rVv2 57138 106566 ©.79% 0.089%
21  9.451 1045 1048 1053 rVW5 21769 36116 0.27% 0.030%
22 9.516 1053 1059 1064 rVVe6 16108 33546 0.25% 0.028%
23 9.563 1064 1067 1073 rVV7 8021 17796 0.13% 0.015%
24  9.698 1083 1090 1098 rBV 28740 57493 0.43% 0.048%
25 9.769 1098 1102 1108 rVB5 12710 25292 0.19% 0.021%
26 9.887 1116 1122 1125 rBvV3 31322 59897 0.45% 0.050%
27  9.945 1125 1132 1141 rVB 1748108 2853603 21.27% 2.389%
28 10.204 1168 1176 1185 rBV 28489 69134 0.52% 0.058%
29 10.469 1214 1221 1229 rBV 2538395 4239468 31.60% 3.549%
30 10.651 1248 1252 1257 rWV5 9483 15295 0.11% 0.013%
31 10.716 1257 1263 1269 rVB4 34959 63847 0.48% 0.053%
32 10.863 1278 1288 1298 rBV 1955290 3260599 24.30% 2.730%
33 11.022 1305 1315 1326 rBV 1783134 3107022 23.16% 2.601%
34 11.239 1348 1352 1359 rVB9 15514 31057 ©0.23% 0.026%
35 11.386 1373 1377 1383 rVB6 17782 33505 0.25% 0.028%
36 11.604 1411 1414 1419 rBV7 17882 30685 0.23% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082523\
Data File : BP@16776.D

Acqg On : 26 Aug 2023 09:05
Operator : MA/JU

Sample : 04105-16

Misc :

ALS Vvial : 39 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-BP082423.MA.M
Title : SVOA CALIBRATION
37 11.681 1422 1427 1431 rVB5 25803 44159 0.33% 0.037%
38 11.804 1442 1448 1452 rVB9 13486 26255 0.20% 0.022%
39 11.898 1457 1464 1469 rVV6 28255 64574 0.48% 0.054%
40 11.975 1473 1477 1480 rVWVv2 37861 65910 0.49% 0.055%
41 12.016 1480 1484 1489 rVB6 34280 57833 0.43% 0.048%
42 12.128 1495 1503 1509 rBvV2 120725 231457 1.73% 0.194%
43 12.210 1514 1517 1524 rVB3 22964 34908 0.26% 0.029%
44 12.275 1524 1528 1531 rBV 15906 23731 0.18% 0.020%
45 12.322 1531 1536 1540 rVB 28119 44929 0.33% 0.038%
46 12.375 1541 1545 1549 rBV6 9494 17155 0.13% 0.014%
47 12.439 1549 1556 1562 rVB2 60105 102298 ©0.76% 0.086%
48 12.492 1562 1565 1568 rBv4 19568 27560 0.21% 0.023%
49 12.539 1568 1573 1574 rBV5 14476 21729 0.16% 0.018%
50 12.616 1582 1586 1589 rBV5 19477 33225 0.25% 0.028%
51 12.722 1601 1604 1609 rVB7 17779 26701 0.20% 0.022%
52 12.822 1617 1621 1623 rBv4 15018 18214 0.14% 0.015%
53 12.851 1623 1626 1631 rVB4 25457 36119 0.27% 0.030%
54 12.928 1634 1639 1643 rBV8 27379 47311 0.35% 0.040%
55 13.151 1672 1677 1681 rVB2 84355 130552 ©0.97% 0.109%
56 13.228 1682 1690 1694 rBV 58286 126810 ©.95% 0.106%
57 13.357 1709 1712 1716 rBV4 30508 43036 0.32% 0.036%
58 13.416 1717 1722 1726 rBV2 63001 93862 0.70% 0.079%
59 13.528 1737 1741 1749 rVB 48798 89066 0.66% 0.075%
60 13.680 1760 1767 1776 rBV4 103165 235106 1.75% 0.197%
61 13.798 1784 1787 1791 rBV4 30546 39617 ©0.30% 0.033%
62 13.875 1798 1800 1804 rVB4 18700 22094 0.16% 0.018%
63 14.016 1820 1824 1830 rBV5 48790 81885 0.61% 0.069%
64 14.098 1831 1838 1845 rBV 4936156 6696532 49.92% 5.606%
65 14.304 1868 1873 1877 rBVS5 44243 94178 0.70% 0.079%
66 14.386 1880 1887 1900 rVB 5873672 8632929 64.35% 7.227%
67 14.686 1931 1938 1945 rBV 2953092 4383744 32.68% 3.670%
68 14.892 1968 1973 1984 rVB 410289 712966 5.31% 0.597%
69 15.039 1994 1998 2007 rVB6 69935 139814 1.04% 0.117%
70 15.139 2009 2015 2022 rBV7 58072 150000 1.12% 0.126%
71 15.310 2041 2044 2053 rVB4 139594 239864 1.79% 0.201%
72 15.398 2055 2059 2063 rvVv7 61622 114452 0.85% 0.096%
73 15.439 2063 2066 2073 rVB8 60649 100043 ©.75% ©0.084%
74 15.680 2100 2107 2113 rBV 7198805 10573957 78.82%  8.852%
75 15.739 2113 2117 2123 rVW 440860 681696 5.08% 0.571%

76 15.804 2123 2128 2139 rVB 2054794 2843411 21.20% 2.380%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082523\
Data File : BP@16776.D

Acqg On : 26 Aug 2023 09:05
Operator : MA/JU

Sample : 04105-16

Misc

ALS Vvial : 39 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-BP082423.MA.M
Title : SVOA CALIBRATION

77 17.457 2403 2409 2417 rVB 3554664 5143598 38.34% 4.306%
78 17.557 2420 2426 2433 rVV 8086955 11466371 85.47% 9.600%
79 18.292 2547 2551 2557 rBV 435323 626438 4.67% 0.524%
80 19.357 2729 2732 2736 rBV2 115078 142887 1.07% 0.120%
81 19.527 2757 2761 2770 rBV 233652 329253  2.45% 0.276%
82 19.786 2800 2805 2815 rBV 9884352 13415396 100.00% 11.231%
83 21.204 3043 3046 3053 rVB2 224852 308147 2.30% 0.258%
84 21.551 3100 3105 3115 rBV 3917147 5038467 37.56% 4.218%
85 23.956 3504 3514 3524 rVB 5022617 10889463 81.17% 9.117%

86 24.127 3536 3543 3554 rVB 1974129 4218994 31.45% 3.532%

Sum of corrected areas: 119447571
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Aug 2023 09:05
: MA/JU
. 04105-16

. 39

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082523\
BPO16776.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423 .MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP016776.D\data.ms
1e+07
8000000
6000000
4000000
0034 10469
7.3
2000000 BE51 8034 8734 9945 %22
3.822 717
0 1381 |4.024 4.663 5.075  5.657 6.686.975\ 88.831 91 70204 11’2898660%
\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\ \\‘\\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 m5o11m 11.50
Abundance TIC: BP016776.D\data.ms
1e+07 19.786
17.557
8000000 15.680
6000000 14.386
14.098
4000000 17.457
14.686
15.804
2000000
4, 15789 18.292 27
D v 304 %ggggggggg 19.5%: NJ
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Time-> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP016776.D\data.ms
1e+07
8000000
6000000 23.956
21.551
4000000
4.127
2000000
21.204 A A
0\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 21.50 22.00 2250 23.00 23.50 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_P\Data\BP082523\
Data File : BP@16776.D

Acqg On : 26 Aug 2023 09:05
Operator : MA/JU

Sample : 04105-16

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 Quinazoline, 7-nitro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.739 3.11 ng/ul 681696  Acenaphthene-di10 14.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinazoline, 7-nitro- 175 C8H5N302 007557-00-8 50
2 3-Chloro-4-fluoronitrobenzene 175 C6H3C1FNO2 000350-30-1 41
3 3-Chloro-4-fluoronitrobenzene 175 C6H3C1FNO2 000350-30-1 38
4 Quinazoline, 6-nitro- 175 C8H5N302 007556-95-8 38
5 3-Chloro-4-fluoronitrobenzene 175 C6H3C1FNO2 000350-30-1 35

Abundance Scan 2117 (15.739 min): BP016776.D\data.ms (-2113) (- m/z 175.10 100.00%

175.1
102.1
5000
A " ‘ \ 1550 1600
ol "'n JUL b 267.0827.1 402.1 47848405 n 7 129.05  84.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50384: Quinazoline, 7-nitro-
175.0
102.0
5000
1550 1600
‘ l m/z 102.1 54.09%
0‘\\\\‘\\1\\'1‘\[ \“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50210: 3-Chloro-4-fluoronitrobenzene
129.0
1550 1600
5000 m/z 66.1 42.03%

30.0
ol M I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50209: 3-Chloro-4-fluoronitrobenzene —
129.0 1550 1600
m/z 177.1 34.78%
30.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082523\
Data File : BP@16776.D

Acqg On : 26 Aug 2023 09:05
Operator : MA/JU

Sample : 04105-16

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.292 2.44 ng/ul 626438  Phenanthrene-di10 17.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
Abundance Scan 2551 (18.292 min): BP016776.D\data.ms (-2547) (- m/z 73.05 100.00%
73.0
5000 ANN*W~$MA\””W~%WWMM
213.3 T R
“’ } q 18.00 18.50
ok H\Ww:u_H‘uw”???"‘1?"""1‘?“?92‘9‘f‘7‘5‘““‘5§5‘ﬂ m/z 43.10  87.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — T ]
18.00 18.50
“ 213.0 m/z 60.05 80.92%
0‘\\\“‘ \L"}\\“}\lLf!\]\\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
— =
18.00 18.50
5000 m/z 55.10 69.23%
129.0
o bbb e,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid — —
43.0 18.00 18.50
m/z 41.10 66.16%
5000 256.0
129.0
AR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082523\
Data File : BP@16776.D

Acqg On : 26 Aug 2023 09:05
Operator : MA/JU

Sample : 04105-16

Misc

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@82423.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|
Quinazoline, 7-... 15.739 3.1 ng/ul 681696 3 14.686 4383740 20.0
n-Hexadecanoic ... 18.292 2.4 ng/ul 626438 4 17.457 5143600 20.0
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