LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 10:16
Operator : MA/JU

Sample : 05261-05

Misc :

ALS Vvial : 42 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-BP112223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18360.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.275 29 32 41 rVB 55593 81371 1.20% 0.110%
2 3.552 76 79 87 rvB2 41353 69778 1.03% 0.094%
3 3.693 99 103 110 rBV2 100037 155392 2.29% 0.210%
4 3,811 119 123 127 rVB 52683 66117 ©0.98% 0.089%
5 3.934 132 144 150 rVW 237860 511687 7.55% 0.693%
6 4.958 314 318 324 rVB 59723 93709 1.38% 0.127%
7 5.499 406 410 418 rBV 38994 79668 1.18% ©.108%
8 5.875 467 474 481 rVB4 34989 78314 1.16% 0.106%
9 6.140 510 519 527 rBvS8 31378 95688 1.41% 0.130%
106 6.352 549 555 563 rBv4 47511 91860 1.36% 0.124%
11 6.428 563 568 572 rBV 63463 94954  1.40% 0.129%
12 6.505 572 581 584 rBv3 53702 112057 1.65% 0.152%
13 6.552 584 589 595 rVB2 189840 323455 4.77%  0.438%
14 6.681 606 611 614 rBV5 30631 52356 0.77% 0.071%
15 6.846 632 639 647 rBV9 43904 120021 1.77% 0.162%
16 6.963 654 659 662 rBV5 30287 45667 0.67% 0.062%
17 7.028 662 670 686 rVB 749422 1433914 21.15% 1.941%
18 7.199 692 699 705 rBV 633318 1010310 14.90% 1.368%
19 7.252 705 708 711 rVB3 36077 47518 0.70% 0.064%
20 7.293 711 715 721 rBV5 33016 78125 1.15% 0.106%
21 7.358 721 726 727 rVW2 60419 86000 1.27% 0.116%
22 7.393 727 732 742 rVWV 748858 1241222 18.31% 1.680%
23 7.463 742 744 748 rVB 45185 52684 0.78% 0.071%
24 7.516 749 753 757 rBV 31830 46796 0.69% 0.063%
25 7.587 762 765 770 rVB3 27783 43414 0.64% 0.059%
26 7.681 777 781 791 rBV9 43491 97949 1.44% 0.133%
27 7.769 792 796 798 rBV3 31778 45493 0.67% 0.062%
28 7.869 805 813 820 rVB 1396153 2260255 33.34% 3.060%
29 7.940 820 825 831 rBV3 65050 111572 1.65% 0.151%
30 7.999 831 835 840 rBV7 19868 45245 0.67% 0.061%
31 8.063 840 846 848 rBV3 83905 117593 1.73% 0.159%
32 8.093 848 851 855 rvB2 99159 134918 1.99% 0.183%
33 8.152 855 861 870 rVB3 89899 214706  3.17% 0.291%
34 8.222 870 873 881 rBV5 29948 59646 0.88% 0.081%
35 8.310 884 888 894 rVB6 39888 64711 ©.95% ©0.088%
36 8.428 904 908 914 rVB3 45578 78571 1.16% 0.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 10:16
Operator : MA/JU

Sample : 05261-05

Misc :

ALS Vvial : 42 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-BP112223.MA.M
Title : SVOA CALIBRATION
37 8.575 926 933 939 rBV 746285 1200063 17.70% 1.624%
38 8.693 946 953 959 rBV 481990 819217 12.08% 1.109%
39 8.775 959 967 972 rBV3 47858 134414 1.98% 0.182%
40 8.981 990 1002 1004 rBv8 85525 212997 3.14% 0.288%
41  9.028 1004 1010 1015 rVV 640267 1063055 15.68% 1.439%
42 9.069 1015 1017 1022 rVB4 47137 64857 0.96% 0.088%
43 9.140 1027 1029 1033 rVB4 42888 49751 0.73% 0.067%
44  9.193 1033 1038 1040 rBV3 60019 91679 1.35% ©0.124%
45  9.234 1040 1045 1051 rVB6 81241 169721 2.50% 0.230%
46 9.546 1092 1098 1101 rVvv3 37104 88135 1.30% 0.119%
47  9.587 1101 1105 1112 rVV3 84570 147033  2.17% 0.199%
48 9.746 1126 1132 1138 rBV 508490 844599 12.46% 1.143%
49 9.799 1138 1141 1144 rVV2 44044 59503 0.88% 0.081%
50 9.852 1144 1150 1153 rVwv2 98704 183103 2.70% 0.248%
51 9.887 1153 1156 1166 rVB2 113064 210228 3.10% 0.285%
52 10.110 1184 1194 1201 rBvV3 64816 157947 2.33% 0.214%
53 10.281 1216 1223 1230 rVV 863816 1445898 21.33% 1.957%
54 10.452 1248 1252 1258 rVB5 25040 45871 0.68% 0.062%
55 10.540 1262 1267 1270 rBV4 39532 76326 1.13% 0.103%
56 10.663 1280 1288 1295 rBV 1660225 2850353 42.05% 3.858%
57 10.722 1295 1298 1305 rVBS5 42474 86683 1.28% 0.117%
58 10.804 1305 1312 1325 rBV 520784 973412 14.36% 1.318%
59 11.204 1375 1380 1389 rVB5 56911 123388 1.82% 0.167%
60 11.363 1403 1407 1414 rVB7 29052 65054 0.96% ©0.088%
61 11.446 1417 1421 1428 rVWV 46271 80208 1.18% 0.109%
62 11.704 1460 1465 1471 rBV2 71932 134505 1.98% 0.182%
63 11.857 1485 1491 1495 rBvV8 23328 50044 0.74% 0.068%
64 12.251 1553 1558 1562 rBV6 31307 60198 0.89% ©0.081%
65 12.457 1580 1593 1599 rBV3 95538 258465 3.81% 0.350%
66 12.516 1599 1603 1611 rVB7 50948 100720 1.49% 0.136%
67 12.869 1659 1663 1669 rVB6 30905 44709 0.66% 0.061%
68 13.051 1691 1694 1700 rVB2 44815 59724 0.88% 0.081%
69 13.410 1748 1755 1761 rBV 1364345 2103597 31.03% 2.848%
70 13.828 1821 1826 1832 rVB3 88831 133035 1.96% ©0.180%
71 13.916 1835 1841 1848 rVV 1426244 2036596 30.04% 2.757%
72 13.993 1851 1854 1859 rVB4 33979 45839 0.68% 0.062%
73 14.193 1878 1888 1898 rBV 1759127 2736867 40.37% 3.705%
74 14.340 1909 1913 1918 rVB7 27214 56847 0.84% 0.077%
75 14.404 1920 1924 1930 rVB8 38535 57561 ©0.85% 0.078%

76 14.498 1930 1940 1947 rBV 2374286 3624864 53.47%  4.907%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 10:16
Operator : MA/JU

Sample : 05261-05

Misc :

ALS Vvial : 42 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-BP112223.MA.M
Title : SVOA CALIBRATION
77 14.687 1966 1972 1980 rBV 627355 962407 14.20% 1.303%
78 14.751 1980 1983 1992 rVV9 40486 83604 1.23% 0.113%
79 14.840 1995 1998 2004 rVB2 49324 69694 1.03% 0.094%
80 14.916 2008 2011 2016 rVB5 40613 55471 0.82% 0.075%
81 15.487 2102 2108 2114 rBV 2278631 3304669 48.75% 4.473%
82 15.551 2114 2119 2124 rVV 783590 1175098 17.33% 1.591%
83 15.604 2124 2128 2136 rVB3 457302 771830 11.39% 1.045%
84 15.981 2189 2192 2200 rVB7 47567 78464 1.16% 0.106%
85 16.504 2279 2281 2285 rVB 46439 55830 0.82% 0.076%
86 16.657 2302 2307 2314 rBV 428185 620129 9.15% 0.839%
87 17.245 2402 2407 2412 rBV 2914296 4115161 60.70% 5.571%
88 17.286 2412 2414 2419 rVW 307829 390274 5.76% 0.528%
89 17.345 2419 2424 2434 rVB 2681035 3790346 55.91% 5.131%
90 18.145 2556 2560 2566 rBvV2 589177 841281 12.41% 1.139%
91 18.698 2651 2654 2658 rVB 163333 190158 2.81% 0.257%
92 19.069 2715 2717 2721 rVB 204989 217329 3.21% 0.294%
93 19.263 2746 2750 2754 rVB 595083 757192 11.17% 1.025%
94 19.386 2768 2771 2779 rBV5 213130 347353 5.12% 0.470%
95 19.586 2800 2805 2809 rBV 3720814 5204684 76.78% 7.045%
96 19.963 2865 2869 2874 rBV 1305919 1542875 22.76% 2.089%
97 21.086 3058 3060 3067 rVB2 620139 760316 11.22% 1.029%
98 21.351 3101 3105 3110 rBV 3738582 5021407 74.07% 6.797%
99 23.633 3487 3493 3500 rBV2 2399094 4649558 68.59% 6.294%
100 23.792 3514 3520 3541 rVB 2792100 6779062 100.00% 9.177%

Sum of corrected areas: 73873994
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 1@0:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP018360.D\data.ms

5000000

4000000

3000000

2000000 10.663
7.869

1000000 7.028 393 8.078,59:028 9.746 804
934 R o '
22388 agse 54905576 16sshiae: 5 SRABSRHH.1 100050022 11.208886.7C

0\\\‘\\\\‘\\\\\\\\’\\\\\\\\\\\\‘\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP018360.D\data.ms

5000000 19.586

4000000

3000000
14.498 19.963

2000000 14.193
13.410 13.916

1000000 4.687

85712 28267a2.86051 || 138893440404446906
e e —————————————E—.

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 18.50 19.00 19.50 20.00

Abundance TIC: BP018360.D\data.ms
21.851

5000000

2353392
4000000
3000000

21.086
2000000

1000000

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 2850 29.00
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Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
018360.D

Acqg On : 25 Nov 2023 1@0:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS vial : 42

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
: SVOA CALIBRATION

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 1 Butanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.934 4.53 ng/ul 511687 1,4-Dichlorobenzene-d4 7.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 C4H802 000107-92-6 90
3 Hexanoic acid 116 C6H1202 000142-62-1 56
4 Pentanoic acid 102 C5H1002 000109-52-4 43
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40

Abundance Scan 144 (3.934 min): BP018360.D\data.ms (-132) (-)
6Q.0

m/z 59.95 100.00%

%

5000
o AAEEEEENEESsy na e
”” 2070 3.60 3.80 4.00 4.20
0brhllf. 133.9 207.0269.1 343.1 415847495374 /7 73,90 54.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
5000 NM\/H\\\\‘\\\\‘\\\\’\\\\‘
3.60 3.80 4.00 4.20
m/z 41.05 23.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0
EAEmmaEEEES SR
3.60 3.80 4.00 4.20
5000 m/z 41.95 22.62%
o‘Hl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9147: Hexanoic acid T T T T
60.0 3.60 3.80 4.00 4.20
m/z 43.05 20.06%
o“.HM.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 1@0:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.552 2.86 ng/ul 323455 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 96
2 .alpha.-Pinene 136 C1leH16 000080-56-8 94
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
4 .alpha.-Pinene 136 C1OH16 000080-56-8 94
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91

Abundance Scan 589 (6.552 min): BP018360.D\data.ms (-584) (-) m/z 93.10 100.00%
93.1

5000

—

e
“ | 6.20 6.40 6.60 6.80
LiiblL L1702 281.0340.0 411.8 489.1548. n/z 91.00  37.13%

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

Abundance #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0

o

-

5000 R R R
6.20 6.40 6.60 6.80
m/z 91.95 34.81%
8,
0‘\\“\\J‘lu\ulT‘JI\W\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18035: .alpha.-Pinene
93.0
‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TF

6.20 6.40 6.60 6.80
5000 m/z 77.00  26.89%

|

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

Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene AR R R
93.0 6.20 6.40 6.60 6.80

m/z 79.00  22.26%

o

-

5000

-

0 ﬂ.wd‘ “ ! |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 1@0:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 3 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.410 11.61 ng/ul 2103600  Acenaphthene-d10 14.498
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 91
3 p-Isopropoxyaniline 151 CS9H13NO 007664-66-6 58
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 47

Abundance Scan 1755 (13.410 min): BP018360.D\data.ms (-1748) (- m/z 43.00 100.00%
43.0 109.1
5000
H’ 1116912310 3269 4151 4809 545 1350
O il o b £90-2 280 T SO e m/z 109.10 92.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
1350
m/z 151.05 64.82%
H ‘ 169.0
0‘\\‘L\\“Jh\d\‘u\‘m[‘ WVH\A\L\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
43.0 1350
5000 m/z 41.85 21.97%
169.0
ofrkbblth LI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28919: p-Isopropoxyaniline
109.0 1350
m/z 69.00 18.46%
- JL/\/
390 | | |
[ R o e o e R R R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 1@0:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 Benzenamine, 2-methoxy-5-ni... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.657 3.01 ng/ul 620129  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 97
2 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 95
3 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 94
4 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 90
5 Benzenamine, 2-methoxy-4-nitro- 168 C7H8N203 000097-52-9 81

Abundance Scan 2307 (16.657 min): BP018360.D\data.ms (-2302) (- m/z 168.00 100.00%

168.0
5000
79.0

T
A “ A \J ‘ , 16.50 17.00
ibdd L LLLL | 238.0297.6365.8414.9477.3536.1 1/, 157 .95  36.07%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43882: Benzenamine, 2-methoxy-5-nitro-
168.0

5000 e e
52.0 16.50 17.00

m/z 79.00  28.53%

JM‘\ JA \H
‘\\11 \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43886: Benzenamine, 2-methoxy-5-nitro-
168.0

—
16.50 17.00

o

o

5000 52.0 m/z 95.00  28.26%
OJ‘“‘A“M iH,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43891: Benzenamine, 2-methoxy-5-nitro- — —
168.0 16.50 17.00

m/z 52.00 27.88%

|jitee JL

Lidald |
RARRN SRS SRS R AR AR SRR RARR AR AR AR

[ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 1@0:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.145 4.09 ng/ul 841281  Phenanthrene-di10 17.245
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 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 91

Abundance Scan 2560 (18.145 min): BP018360.D\data.ms (-2556) (- m/z 73.00 100.00%

73.0
5000 u»L
213.2 ‘ ‘

[ T
M d \ 4510 18.00 18.50
ow“m‘wwm“_ww‘ 310 85504150 4902548 /), 6p.00  81.54%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143508: n-Hexadecanoic acid
43.0 256.0

5000 — —
129.0 18.00 18.50

m/z 43.10 77.87%

0‘\\\‘““‘ ml"m”‘\"’“l‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

7
18.00 18.50

5000 129.0 ITI/Z 57.10 64 .04%
“ 2130
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 55.10 63.82%

5000 256.0
129.0

ol b L1940

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 1@0:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 2-Methoxyaniline-5-sulfonic... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.963  6.15 ng/ul 1542880 Chrysene-di2 21.351

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Methoxyaniline-5-sulfonic acid... 258 C11H18N203S 000097-35-8 97
2 2-Methoxyaniline-5-sulfonic acid... 258 C11H18N203S 000097-35-8 93
3 Benzenesulfonamide, 3-amino-N-bu... 258 C11H18N203S 000080-22-8 90

4 Phenol, 3,4-dimethyl-, methylcar... 179 C10H13NO2 002425-10-7 35
5 Sebacic acid, 3,5-dimethylphenyl... 334 C20H3004 1000354-58-8 32
Abundance Scan 2869 (19.963 min): BP018360.D\data.ms (-2865) (- | m/z 122.10 100.00%
122.1
5000 186.0

258.1 =

52.# | \ 20.00
Olprrribblbh b L4 3173 429,2490.1848.0 /0 186 00 49.62%

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

Abundance #145030: 2-Methoxyaniline-5-sulfonic acid diethylamide
122.0

5000 186.0 =
258.0 20.00
m/z 72.10  27.53%

52.
LUkl J

cd |
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145031: 2-Methoxyaniline-5-sulfonic acid diethylamide
122.0

o

20.00
5000 1850 s0 m/z 258.10  22.86%

52.
_\4NWWHHluhyw\M‘u\\H\\w\\\w\\u‘\u\‘\u\‘u\\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145032: Benzenesulfonamide, 3-amino-N-butyl-4-methg =

122.0 20.00

m/z 123.10  22.34%

o

186.0
5000 258.0

52.# |
0 h JL ‘\ ‘” “ JI\ | \t

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 1@0:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
: SVOA CALIBRATION

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 7 1-Heptacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.086 3.03 ng/ul 760316  Chrysene-di12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Nonacos-1-ene 406 C29H58 018835-35-3 93
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3060 (21.086 min): BP018360.D\data.ms (-3058) (- m/z 57.10 100.00%
I JLA/MMNWJ\NWJ\WMJN
5000
125.1 2291 — :
‘ 9.2 354.4 21.00
ol Al bbb g | PR923544 4611 6354 . g3.16  97.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosano
57.0
5000 ——
" 21.00
5.0 m/z 55.10  94.04%
oLk ‘1. 182.0 250.0308.0 378.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
LN \
21.00
5000 m/z 43.10 92.46%
<1 5.0
‘ 182. 406.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #269867: 2- Chloropropionic acid, octadecyl ester — ‘
57.0 21.00
m/z 97.10 87.40%
o MWMM
-l —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018360.D

Acqg On : 25 Nov 2023 10:16
Operator : MA/JU

Sample : 05261-05

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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|
Butanoic acid 3.934 4.5 ng/ul 511687 1 7.869 2260260 20.0
(1S)-2,6,6-Trim... 6.552 2.9 ng/ul 323455 1 7.869 2260260 20.0
2,4,7,9-Tetrame... 13.410 11.6 ng/ul 2103600 3 14.498 3624860 20.0
Benzenamine, 2-... 16.657 3.0 ng/ul 620129 4 17.245 4115160 20.0
n-Hexadecanoic ... 18.145 4.1 ng/ul 841281 4 17.245 4115160 20.0
2-Methoxyanilin... 19.963 6.2 ng/ul 1542880 5 21.351 5021410 20.0
1-Heptacosanol 21.086 3.0 ng/ul 760316 5 21.351 5021410 20.0
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