LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acqg On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc :

ALS Vvial : 11  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-BN101222.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22372.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.034 5 8 23 rVvB 155891 282349 7.52% 0.543%
2 3.246 40 44 48 rBV 44975 58070 1.55% 0.112%
3 3.699 118 121 135 rBV 55033 99331 2.65% 0.191%
4 3.922 153 159 166 rBvV 32904 56839 1.51% 0.109%
5 5.187 367 374 391 rBV 2078764 3233710 86.11% 6.224%
6 5.322 392 397 403 rW 18812 29895 0.80% 0.058%
7 5.605 438 445 450 rBV2 26321 40567 1.08% ©.078%
8 6.393 570 579 585 rBV 80334 138262 3.68% 0.266%
9 6.634 616 620 627 rVvV 20735 31712 0.84% 0.061%
10 6.893 656 664 674 rBV3 22669 48439  1.29% ©.093%
11  7.093 691 698 710 rVW 207376 349841 9.32% 0.673%
12 7.263 717 727 734 rBV 773674 1229444 32.74% 2.366%
13 7.357 738 743 753 rVB 44318 69612 1.85% 0.134%
14 7.457 753 760 768 rBV 732281 1199795 31.95% 2.309%
15 7.522 768 771 778 rW 40544 66461 1.77% 0.128%
16 7.628 783 789 795 rVB 51516 76898 2.05% 0.148%
17 7.934 830 841 854 rBV 658645 1121482 29.86% 2.159%
18 8.128 870 874 880 rw 55754 85664 2.28% 0.165%
19 8.304 896 904 914 rvVB2 38276 82811 2.21% 0.159%
20 8.652 956 963 973 rBV 531693 875927 23.33% 1.686%
21 8.752 974 980 990 rVvB8 10994 31192 0.83% 0.060%
22 8.852 990 997 1005 rVB8 16673 30811 0.82% 0.059%
23 8.940 1005 1012 1020 rBV5 28459 56006 1.49% ©.108%
24 9.116 1035 1042 1049 rBV 846483 1400048 37.28% 2.695%
25 9.840 1159 1165 1178 rVB 654276 1093783 29.13%  2.105%
26 9.999 1186 1192 1196 rBV3 16399 28634 0.76% 0.055%
27 10.181 1218 1223 1231 rVWW2 21012 45718 1.22% ©.088%
28 10.381 1250 1257 1267 rBV 906976 1566514 41.72%  3.015%
29 10.463 1267 1271 1273 rVWV3 21616 36931 0.98% 0.071%
30 10.498 1274 1277 1279 rVW4 28828 45093 1.20% 0.087%

31 10.534 1279 1283 1303 rVB 212203 481455 12.82%
32 10.763 1314 1322 1329 rBV 822074 1392414 37.08%
33 10.851 1329 1337 1340 rVV 117262 210734 5.61%

OrRrONO®
IS
(&)
o)
R

34 10.898 1340 1345 1361 rVV2 410453 796972 21.22% 534%
35 11.134 1377 1385 1396 rVB9 9545 28248  0.75% 054%
36 11.363 1418 1424 1432 rVB3 20042 39244 1.05% 0.076%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acqg On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc :

ALS Vvial : 11  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-BN101222.M
Title : SVOA CALIBRATION
37 11.916 1506 1518 1523 rBV2 36932 107003 2.85% 0.206%
38 11.963 1523 1526 1534 rVB7 16468 36142 ©0.96% 0.070%
39 12.110 1541 1551 1558 rBV 232054 462771 12.32% 0.891%
40 12.181 1559 1563 1573 rwv2 21094 43186 1.15% 0.083%
41 12.293 1575 1582 1586 rVV7 13091 30373 0.81% 0.058%
42 12.357 1589 1593 1597 rWV 21115 40467 1.08% 0.078%
43 12.581 1623 1631 1641 rBVlie 16083 48980 1.30% 0.094%
44 13.140 1721 1726 1731 rWV 91489 128208 3.41% 0.247%
45 13.204 1731 1737 1740 rVV6 18281 37784 1.01% 0.073%
46 13.240 1740 1743 1751 rVB 37802 56821 1.51% 0.109%
47 13.416 1766 1773 1778 rBV3 16279 29347 ©0.78% 0.056%
48 13.663 1809 1815 1819 rBV 51008 80425 2.14%  ©.155%
49 14.022 1869 1876 1888 rVV 1521216 2188635 58.28% 4.213%
50 14.139 1893 1896 1900 rVB 25654 32065 ©0.85% 0.062%
51 14.304 1918 1924 1932 rVV 1794063 2671914 71.15% 5.143%
52 14.392 1934 1939 1944 rVB 56063 80036 2.13% 0.154%
53 14.610 1969 1976 1983 rBV 1153293 1723612 45.90% 3.318%
54 14.822 2006 2012 2025 rBV 128441 234356  6.24% 0.451%
55 15.186 2068 2074 2084 rVB 41268 93713 2.50% ©0.180%
56 15.351 2098 2102 2106 rBV 37412 47187 1.26% 0.091%
57 15.504 2122 2128 2133 rW5 17974 33508 ©0.89% 0.064%
58 15.604 2138 2145 2157 rVB 2220322 3168325 84.37% 6.098%
59 15.728 2158 2166 2174 rBV 700750 973084 25.91% 1.873%
60 15.822 2178 2182 2184 rVWV 23462 29393 0.78% 0.057%
61 15.869 2184 2190 2202 rVB 2106038 2805636 74.71% 5.400%
62 16.016 2211 2215 2219 rBv2 19531 28622 0.76% 0.055%
63 16.116 2225 2232 2240 rBV3 86035 159828 4.26%  ©.308%
64 16.298 2258 2263 2268 rVV 105159 161953 4.31% 0.312%
65 16.657 2316 2324 2330 rVB4 81488 165767 4.41% 0.319%
66 16.739 2335 2338 2348 rVB3 26307 58857 1.57% ©.113%
67 17.116 2397 2402 2408 rBV2 28934 56029 1.49% ©.108%
68 17.275 2425 2429 2432 rBV2 27650 33011 0.88% 0.064%
69 17.322 2432 2437 2440 rBV 172965 241408 6.43% 0.465%
70 17.363 2440 2444 2454 rVB 1251601 1757265 46.79% 3.382%
71 17.463 2454 2461 2472 rBV2 2273598 3306121 88.04% 6.364%
72 17.733 2502 2507 2511 rBV5 20393 45038 1.20% 0.087%
73 17.998 2548 2552 2554 rBV 43862 56608 1.51% ©.109%
74 18.039 2554 2559 2565 rVW2 146026 277608 7.39% 0.534%
75 18.104 2567 2570 2580 rVB 31187 54313 1.45% ©.105%
76 18.257 2592 2596 2599 rBV2 29406 37839 1.01% 0.073%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acqg On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc :

ALS Vvial : 11  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-BN101222.M

Title : SVOA CALIBRATION

77 18.339 2605 2610 2617 rVB2 126364 181042 4.82% 0.348%
78 18.416 2618 2623 2635 rVB 172278 237476  6.32% 0.457%
79 18.516 2636 2640 2643 rBV 136104 194167 5.17% 0.374%
80 18.569 2643 2649 2654 rVB 258455 450979 12.01% 0.868%
81 19.104 2737 2740 2746 rVB 41720 57278 1.53% 0.110%
82 19.210 2755 2758 2761 rVB 55589 56207 1.50% 0.108%
83 19.269 2766 2768 2773 rVB3 42137 55237 1.47% 0.106%
84 19.327 2774 2778 2782 rBV3 44428 64354 1.71% 0.124%
85 19.375 2782 2786 2799 rVB3 84743 164401 4.38% 0.316%
86 19.480 2800 2804 2808 rBV4 41830 53279 1.42% ©.103%
87 19.769 2847 2853 2857 rBV 2605111 3500278 93.21% 6.737%
88 19.816 2857 2861 2871 rVB 282217 386252 10.29% 0.743%
89 19.986 2886 2890 2898 rVB2 59944 107832 2.87% 0.208%
90 20.063 2899 2903 2907 rBV 56213 73545 1.96% 0.142%
91 20.174 2919 2922 2926 rBV 65336 79681  2.12% ©.153%
92 20.222 2926 2930 2934 rVB 112295 134109 3.57% 0.258%
93 20.504 2973 2978 2984 rBvV2 184887 250006 6.66% 0.481%
94 20.786 3023 3026 3030 rBV3 44776 56481 1.50% ©.109%
95 21.274 3105 3109 3114 rBV3 74981 116772 3.11% 0.225%
96 21.474 3140 3143 3148 rVB3 57351 66588 1.77% 0.128%
97 21.563 3153 3158 3165 rBV 1304597 1763791 46.97% 3.395%
98 21.692 3176 3180 3184 rBV 125393 170030 4.53% 0.327%
99 23.862 3542 3549 3563 rVB2 1772127 3755251 100.00% 7.228%
100 24.027 3570 3577 3587 rVB2 901919 1894989 50.46% 3.647%

Sum of corrected areas: 51954169
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN022372.D\data.ms
2500000
5.187
2000000
1500000
1000000 9.116 10381 4 763
7 . .
feusT g 9.840
8.652
500000 .898
7.09 0.534
34 851
/13206 36902 325,605 6.3% 63a. 89#\ 226 818804 gsmsn 9091 SMAEE| V111 134363

Time--> 3.00 350 400 450 500 550 6.00 650 7. 00 7. 50 8. 00 8. 50 9.00 9. 50 10.00 1050 11.00 11.50

Abundance TIC: BN022372.D\data.ms
19.769
2500000
15.604 17.463
15.869
2000000
14.304
14.022
1500000
17.363
14.610
1000000
15.728
500000 1o 569 1dls16 y
. 17.
4.82
11%@5@%%@@39 s sngssug 918905 8%5a rtre @3@9@%% o st |
OﬁuH‘TH“‘H“HH‘Hm,"H‘Hf\“?”"A,HH‘HH“H‘,‘H“HH‘HH‘HH‘HH‘HH_
Time--> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN022372.D\data.ms
2500000
2000000 23.862
1500000 21.563
24.027
1000000
500000
21.214 92
20.786 21
O\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
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_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 1 Triethylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.034 5.04 ng/ul 282349 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triethylamine 101 C6H15N 000121-44-8 91
2 Triethylamine 101 C6H15N 000121-44-8 90
3 Triethylamine 101 C6H15N 000121-44-8 90
4 Triethylamine 101 C6H15N 000121-44-8 86
5 Tetraethylammonium chloride 165 C8H20CIN 000056-34-8 74
Abundance Scan 8 (3.034 min): BN022372.D\data.ms (-5) (-) m/z 86.05 100.00%
86.0
5000
58.0
R mamE e AARRRRRNY
42.0 00 101.1 3.103.203.303.40
Ot b b el m/z 58.05  27.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4649: Triethylamine
86.0
5000 \\\‘\\\\‘\\A‘\\\‘\\\\‘\
3.103.203.303.40
30.0 58.0 1010 m/z 101.10  14.79%
44.0 720
O\\‘]\-\5\.9‘\\\‘H’\\\\‘1!\\‘\\1\‘\\\\i}.\\\‘\\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4650: Triethylamine
86.0
R RRARAREE
3.103.203.303.40
5000 m/z 42.00 10.58%
58.0 101.0
42.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4646: Triethylamine T
86.0 3.103.203.303.40
m/z 44.05 9.52%
5000
58.0
30.0 42.0 101.0
A T SO OO YT N B hivesons
m/z--> 10 20 30 40 50 60 70 80 90 100 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 4 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.534 6.92 ng/ul 481455  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1283 (10.534 min): BN022372.D\data.ms (-1279) (- m/z 45.00 100.00%

45.0
5000
75.0

T
L Al

132.1
el LT 18211669 20700 57 10 o4.96%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

o

5000 ‘
1050
29.0 o
‘ ‘870 41.05 33.98%
O T \\‘\H‘\ \“H T \Mﬂ\ \‘!‘\“ \‘H\ T U\\\\‘]\.:\3‘12\‘0!\\176‘\3\9\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050
5000 ITI/Z 75.00 21.06%
29.0
87.0
ool bl 220
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- —r VIR ‘
45.0 10.50

m/z 56.10 15.57%

5000
75.0
100.0
0 190 || |, | 190 1320 1650

m/z--> 20 40 60 80 100 120 140 160 180 200 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 5 Benzenamine, 2,4-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.851 3.03 ng/ul 210734  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 2,4-dimethyl- 121 C8H11N 000095-68-1 96
2 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 96
3 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 96
4 Benzenamine, 3,4-dimethyl- 121 C8H1i1N 000095-64-7 96
5 Benzenamine, 3,5-dimethyl- 121 C8H11N 000108-69-0 95

Abundance Scan 1337 (10.851 min): BN022372.D\data.ms (-1329) (- m/z 121.10 100.00%
121.1
5000
77.0 T 1
39.0 10.50 11.00
104
| — ‘“‘ ‘”ﬁw - \\“4 il ‘O‘MQ Ml A4 7 120,10 97.23%
m/z--> 20 60 80 100 120 140
Abundance #10950.Benzenannne,ZAsdhnethyL
121.0
5000 A “ ——
10.50 11.00
77.0 m/z 106.00 93.16%
1030
O T ‘2\7\0\\"“\ ‘\‘H\‘H‘ ‘\“\ T \‘H‘ T M\ ‘u“\ T \‘h‘\ T ‘ L 1
m/z--> 20 40 60 80 100 120 140
Abundance #10938: Benzenamine, 3,4-dimethyl-
121.0
— AL
10.50 11.00
5000 ITI/Z 77 .00 20.71%
77.0
51.0 ‘ 1030
o 280 SO L M
m/z--> 20 40 60 80 100 120 140
Abundance #10947: Benzenamine, 3,4-dimethyl- 7 ==
121.0 10.50 11.00
m/z 91.00 16.54%
5000
77.0
o150 390 580 | 1030 |
L L L L AR ARAR == ey
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 Phenol, p-tert-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.110 6.65 ng/ul 462771  Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 95
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 95
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
Abundance Scan 1551 (12.110 min): BN022372.D\data.ms (-1541) (- | m/z 135.05 100.00%
135.1
5000 107.0 /{
41.0 77.0 ‘ ‘ 1200 1250
O el L L1680 2069 1) 167 00 40.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27474: Phenol, p-tert-butyl-
135.0
5000
107.0 1200 1250
410 70 m/z 150.05 17.95%
O 150\ “ \ ‘
\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27481: Phenol, p-tert-butyl-
135.0 /\
1200 1250
5000 m/z 95.00 15.18%
107.0
77.0
oso @0 O L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27479: Phenol, m-tert-butyl-
135.0 1200 1250
41.00 11.76%
5000
107.0
a0 ‘ ‘
0 ‘H‘H‘“‘H‘w‘Hw‘““w‘H‘_lewwww
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 4-Hydroxy-N,N-dimethylbenze... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.039 3.16 ng/ul 277608  Phenanthrene-di0 17.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Hydroxy-N,N-dimethylbenzenesul... 201 C8H11NO3S 015020-57-2 99
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 56
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 25
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 25
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 15
Abundance Scan 2559 (18.039 min): BN022372.D\data.ms (-2554) (- m/z 74.00 100.00%
74.0
44.0
5000 157.0  201.0
109.0 oo e
lll ] 922701
oL———lly ‘\\H\\“‘\\“‘\\“\\\i‘ H;HNH“MM . o I m/z 93.00 84.27%
miz--> 50 100 150 200 250
Abundance #77113: 4-Hydroxy-N,N-dimethylbenzenesulfonamide
44.0 93.0
157.0 201.0
5000 = :
18.00
m/z 44.05 82.16%
01\5'\0‘\ ‘1“‘ N‘ \‘h‘\ \‘ \‘ ‘ \’12\4\.q\‘ ‘ “\ T T T i“ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
R \
18.00
5000 m/z 87.00 66.70%
43.0
143.0
‘ \‘ | 1110 | 1850 2270 2700
(] RN | 011 ot T N M e
m/z--> 50 100 150 200 250
Abundance #109337: Tridecanoic acid, methyl ester = ‘
74.0 18.00
m/z 43.00 55.08%
5000 43.0
| 1430 1850 L0,
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 Diphenyl sulfone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.339 2.06 ng/ul 181042  Phenanthrene-di0 17.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diphenyl sulfone 218 C12H1002S 000127-63-9 92
2 Diphenyl sulfone 218 C12H1002S 000127-63-9 92
3 Diphenyl sulfone 218 C12H1002S 000127-63-9 64
4 Benzene, l-ethenyl-4-nitro- 149 C8H7NO2 000100-13-0 43
5 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 38
Abundance Scan 2610 (18.339 min): BN022372.D\data.ms (-2605) (- m/z 125.00 100.00%
125.0
149.0
5000 77.0
51.0
— =
bio 218.1 18.00 18.50
Ol kil 2039 4L 1841 L n/; 149.60  78.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96187: Diphenyl sulfone
125.0
5000 e F—
5109 (10 18.00 18.50
9180 m/z 77.00  48.98%
18.
0270 | | 1020 | 120 1840 |
\\‘\\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96189: Diphenyl sulfone
125.0
— —
18.00 18.50
5000 m/z 50.95 35.21%
51.0 77.0
218.0
LTI Y 1020 | 1520 1800 |
A AREARARAZ S S EEs eSS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96190: Diphenyl sulfone T ]
125.0 18.00 18.50
m/z 97.00 18.41%
5000 . 2180
51.0
ol 270, “ 1020 | 1520 1840 |
A e e e A RARRE AR P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 Quinoline Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.416 2.70 ng/ul 237476  Phenanthrene-di0 17.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinoline 129 CY9H7N 000091-22-5 58
2 Quinoline 129 C9H7N 000091-22-5 53
3 Isoquinoline 129 CY9H7N 000119-65-3 50
4 2-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-39-3 46
5 Naphthalene, 1,2-dihydro-2-methyl- 144 C11H12 021564-79-4 42

Abundance Scan 2623 (18.416 min): BN022372.D\data.ms (-2618) (- m/z 129.00 100.00%

129.0
5000

T
21 18.50

0.1
39.0 77.0 ‘ 157.1 ,
o,H‘qHmpmw_uuwHNWU¢HﬁhH‘WHH‘JH_‘Hﬁ5§9?ﬁ%: m/z 128.00  18.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15001: Quinoline
129.0
5000 N
18.50
m/z 156.10  17.55%
510 1010
O ’\H\“HH}\“HH‘HH‘HH‘HHH‘\‘H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15005: Quinoline
129.0 A
T
18.50
5000 ITI/Z 127.00 12.04%
510 10#0 ‘
0 ,m\‘\\‘1w‘m“!“‘\m‘”\‘\u‘u‘u‘mmm‘mwmmm‘mmm‘m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15006: Isoquinoline P g
129.0 18.50

m/z 130.00 11.42%

5000
51.0 10*0 ‘
0 e ‘

T
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Quinolinium, 1-ethyl-, iodide Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.516 2.21 ng/ul 194167 Phenanthrene-di0 17.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 64
2 1,2-Benzenediacetonitrile 156 C10OH8N2 000613-73-0 59
3 Quinoline 129 C9H7N 000091-22-5 50
4 Isoquinoline 129 C9H7N 000119-65-3 49
5 Isoquinoline 129 C9H7N 000119-65-3 47

Abundance Scan 2640 (18.516 min): BN022372.D\data.ms (-2636) (- m/z 129.05 100.00%
129.1
5000 M
156.1
18. 50
51.0 77.0
0 m,wwwwH‘lﬂ?"H_‘MH}‘Hm““1‘599‘2‘1“5‘9“?‘49“ m/z 156.05  25.73%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #179521: Quinolinium, 1-ethyl-, iodide
129.0
5000
29.0 156.0 18.50
102.0 m/z 128.00 18.51%
‘ 76.0 ‘ |
O \H’HH‘H‘H‘\H“MH\\“HH‘\‘\‘H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33065: 1,2-Benzenediacetonitrile
129.0
18 50
5000 m/z 130.00 12.36%
156.0
102.0
63.0 ‘ ‘
0 ‘H,‘%u-‘www"H‘mmmw_m_ww_m,w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15005: Quinoline I
129.0 18 50
m/z 126.95 10.89%
5000
102.0
51.0 ‘ ‘
Obrreprrerprebrptesdbr el || e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48

Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 1,2-Benzenediacetonitrile Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.569 5.13 ng/ul 450979  Phenanthrene-d10 17.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenediacetonitrile 156 C10H8N2 000613-73-0 59
2 Benzeneacetic acid, .alpha.-cyan... 228 C13H12N202 134882-04-5 50
3 Isoquinoline 129 CY9H7N 000119-65-3 49
4 1-Deuteronaphthalene 129 C10H7D 000875-62-7 47

5 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 47

Abundance Scan 2649 (18.569 min): BN022372.D\data.ms (-2643) (- m/z 129.00 100.00%
129.0
5000
\
39.0 77.0 ‘ 31661 243.2 1850
ol 390 7 LM, 2661 207.0 2432 283 ., 156,10  28.82%
m/z--> 50 100 150 200 250
Abundance #33065: 1,2-Benzenediacetonitrile
129.0
5000 is%d
m/z 128.00 17.96%
51.0 89 0‘ ‘ ‘
O ]_\6\0\ “\ H \“‘ \HH‘\ “} ‘ M\ ‘! T ‘ ‘\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #108949: Benzeneacetic acid, .alpha.-cyano-4-(cyanome
129.0
\
1850
5000 m/z 130.00 11.72%
29.0
770 | 184.0 5580
O A R R
m/z--> 50 100 150 200 250
Abundance #15009: Isoquinoline
129.0 1850
m/z 127.00 11.29%
5000
51.0
o0 L
m/z--> 50 100 150 200 250 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acq On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 12 2-Propenoic acid, 3-(4-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.504 2.83 ng/ul 250006 Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propenoic acid, 3-(4-methoxyph... 290 C18H2603 005466-77-3 99
2 2-Propenoic acid, 3-(4-methoxyph... 290 C18H2603 005466-77-3 99
3 2-Propenoic acid, 3-(4-methoxyph... 290 C18H2603 005466-77-3 97
4 2-Ethylhexyl trans-4-methoxycinn... 290 C18H2603 083834-59-7 94
5 2-Propenoic acid, 3-(4-methoxyph... 290 C18H2603 005466-77-3 91
Abundance Scan 2978 (20.504 min): BN022372.D\data.ms (-2973) (- m/z 178.05 100.00%
178.1
5000 A\
43.0 900 133.0 édsd
290.1 .
R DI ‘“ 2191 TTPT SALS i m/z 161.00  55.94%
m/z--> 50 100 150 200 250 300 350
Abundance #186775: 2-Propenoic acid, 3-(4-methoxyphenyl)-, 2-ethy
178.0
5000 o :
20.50
410 133.0 m/z 43.00 18.75%
230 ] 290.0
O\\‘\\‘\H“H““\‘\‘\\ \‘\i\‘\\\\‘\\\‘\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #186772: 2-Propenoic acid, 3-(4-methoxyphenyl)-, 2-ethy
178.0
U \
20.50
5000 m/z 133.00 14.88%
134.0
41.0 90.0 H 290.0
o) TP ¥ T DR T e
m/z--> 50 100 150 200 250 300 350
Abundance #186774: 2-Propenoic acid, 3-(4-methoxyphenyl)-, 2-eth — !
178.0 20.50
m/z 134.00 13.45%
5000
133.0
41.0 90,0 H 290.0
IR U T R T N S i
m/z--> 50 100 150 200 250 300 350 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22372.D

Acqg On : 27 Oct 2022 21:48
Operator : CG/JU

Sample : N5232-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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|
Triethylamine 3.034 5.0 ng/ul 282349 1 7.934 1121480 20.0
Ethanol, 1-(2-b... 10.534 6.9 ng/ul 481455 2 10.763 1392410 20.0
Benzenamine, 2,... 10.851 3.0 ng/ul 210734 2 10.763 1392410 20.0
Phenol, p-tert-... 12.110 6.7 ng/ul 462771 2 10.763 1392410 20.0
4-Hydroxy-N,N-d... 18.039 3.2 ng/ul 277608 4 17.363 1757270 20.0
Diphenyl sulfone 18.339 2.1 ng/ul 181042 4 17.363 1757270 20.0
Quinoline 18.416 2.7 ng/ul 237476 4 17.363 1757270 20.0
Quinolinium, 1-... 18.516 2.2 ng/ul 194167 4 17.363 1757270 20.0
1,2-Benzenediac... 18.569 5.1 ng/ul 450979 4 17.363 1757270 20.0
2-Propenoic aci... 20.504 2.8 ng/ul 250006 5 21.563 1763790 20.0
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