LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample 1 P4227-02

Misc :

ALS Vvial : 38 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-BN©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34421.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.969 8 14 21 rBV 2914429 5291083 99.04% 7.721%
2 3.028 21 24 34 rVB 571717 821013 15.37% 1.198%
3  3.264 59 64 71 rVB2 23634 44938 0.84% 0.066%
4 3.687 133 136 143 rVB 19407 29592 ©@.55% 0.043%
5 3.787 150 153 159 rVvB4 10045 15472 0.29% 0.023%
6 4.122 206 210 215 rVB3 5328 8602 0.16% 0.013%
7 4.281 234 237 245 rVB8 4094 7419 0.14% 0.011%
8 4.452 261 266 271 rBv2 14898 22100 0.41% 0.032%
9 4.563 280 285 292 rBV3 15053 23723 0.44% 0.035%
106 4.763 313 319 325 rVB 147236 217664 4.07%  0.318%
11  4.9065 338 343 344 rBVS 5503 7913 0.15% 0.012%
12 5.105 372 377 380 rVB2 8483 12518 0.23% 0.018%
13 5.528 444 449 455 rVB6 14317 22343 0.42% 0.033%
14 5.681 469 475 480 rVB 27184 40399 0.76% ©.059%
15 5.769 484 490 494 rBV 36770 55237 1.03% 0.081%
16 6.140 549 553 565 rVB 18435 36127 ©0.68% 0.053%
17 6.581 621 628 642 rBV 413994 684573 12.81% 0.999%
18 6.734 648 654 663 rBV 843769 1271392 23.80% 1.855%
19 6.916 678 685 693 rBV 1065139 1662589 31.12% 2.426%
20 6.987 693 697 711 rVB 119244 193202 3.62% 0.282%
21 7.263 738 744 751 rBV 93778 144075 2.70% 0.210%
22 7.375 756 763 767 rBV 862030 1389390 26.01% 2.027%
23 7.410 767 769 778 rVW 282590 389003 7.28% 0.568%
24 7.493 778 783 789 rVB 36748 56843 1.06% ©0.083%
25 7.728 817 823 830 rVB4 14705 38770 0.73% 0.057%
26 7.857 842 845 852 rVB7 7704 12938 0.24% 0.019%
27 8.093 878 885 901 rBV 1003573 1623150 30.38% 2.368%
28 8.357 924 930 935 rBV7 7051 14917 0.28% 0.022%
29 8.522 950 958 974 rBV 918645 1481613 27.73% 2.162%
30 8.969 1029 1034 1040 rVB5 6561 10965 0.21% 0.016%
31 9.104 1050 1057 1063 rvB9 3080 7448 0.14% 0.011%
32 9.181 1063 1070 1072 rBV 16905 27445 0.51% 0.040%
33 9.234 1072 1079 1092 rVB 785100 1250321 23.40% 1.824%
34 9.504 1121 1125 1128 rBV5 5331 9760 0.18% 0.014%
35 9.669 1150 1153 1158 rBV5 3990 7384 0.14% 0.011%

36 9.763 1161 1169 1192 rBV 1163226 2001080 37.46% 2.920%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample 1 P4227-02

Misc :

ALS Vvial : 38 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-BN©91124.MA.M
Title : SVOA CALIBRATION
37 10.004 1204 1210 1215 rBV 82007 131741  2.47% 0.192%
38 10.134 1225 1232 1239 rBV 1109430 1802745 33.74% 2.631%
39 10.281 1248 1257 1272 rBV2 705622 1441207 26.98% 2.103%
40 10.393 1274 1276 1286 rVB7 14796 26696 0.50% 0.039%
41 10.769 1336 1340 1344 rVB6 6492 9860 ©0.18% 0.014%
42 11.069 1384 1391 1403 rBV 25663 74622 1.40% 0.109%
43 11.240 1415 1420 1427 rVB 15658 24624 0.46% 0.036%
44 11.357 1433 1440 1445 rBVi1e 6340 13511 ©.25% ©0.020%
45 11.416 1446 1450 1454 rVV6 6858 11787 0.22% 0.017%
46 11.734 1495 1504 1510 rBV3 21616 44281 0.83% 0.065%
47 12.034 1549 1555 1559 rVB7 4766 10874 0.20% 0.016%
48 12.304 1594 1601 1603 rBV5 3374 6530 0.12% 0.010%
49 12.481 1625 1631 1632 rBvV3 16729 28276 0.53% 0.041%
50 12.834 1685 1691 1696 rBV 137158 205624  3.85% 0.300%
51 12.939 1705 1709 1715 rBV4 9855 14611 0.27% 0.021%
52 13.063 1725 1730 1734 rBV6 4065 6693 0.13% 0.010%
53 13.122 1734 1740 1751 rVV 242921 372909 6.98% 0.544%
54 13.269 1759 1765 1770 rBV 81857 128889 2.41% 0.188%
55 13.457 1791 1797 1808 rBV 1876566 2585256 48.39% 3.772%
56 13.716 1831 1841 1859 rBV 2132638 3188549 59.68% 4.653%
57 13.845 1860 1863 1868 rvB2 7506 10809 0.20% 0.016%
58 14.028 1888 1894 1909 rBV 2105820 3305219 61.87% 4.823%
59 14.269 1927 1935 1946 rBV 181813 367176 6.87% 0.536%
60 14.428 1959 1962 1965 rBV2 9552 11846 0.22% 0.017%
61 14.463 1965 1968 1970 rVV3 8066 12359 0.23% 0.018%
62 14.486 1970 1972 1980 rVB7 15887 21682 0.41% 0.032%
63 14.586 1982 1989 2008 rBV 2244503 3311040 61.98% 4.831%
64 14.739 2010 2015 2023 rVV 74227 118700 2.22% 0.173%
65 14.798 2023 2025 2030 rVB6 6445 10522 0.20% 0.015%
66 15.033 2058 2065 2078 rBV 2691905 3827193 71.64% 5.585%
67 15.169 2081 2088 2099 rVV 866290 1170508 21.91% 1.708%
68 15.275 2103 2106 2114 rVB6 16955 31020 0.58% 0.045%
69 15.410 2125 2129 2135 rBV 27053 38375 0.72% 0.056%
70 15.569 2151 2156 2159 rBV6 8434 12007 0.22% 0.018%
71 15.680 2172 2175 2178 rBV4 4535 7191 0.13% 0.010%
72 15.716 2178 2181 2185 rVB6 5032 6891 0.13% 0.010%
73 15.851 2193 2204 2225 rBV 537579 1056789 19.78% 1.542%
74 16.457 2302 2307 2308 rBV5 6781 9324 0.17% 0.014%
75 16.533 2316 2320 2325 rBV7 9848 15265 0.29% 0.022%
76 16.586 2325 2329 2333 rVB6 7978 12577 0.24% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample 1 P4227-02

Misc :

ALS Vvial : 38 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-BN©91124.MA.M
Title : SVOA CALIBRATION
77 16.745 2352 2356 2358 rBV3 21386 29210 ©@.55% 0.043%
78 16.786 2358 2363 2374 rVV 1696826 2314485 43.32% 3.377%
79 16.886 2374 2380 2393 rVV2 2819189 3984174 74.58% 5.814%
80 17.169 2424 2428 2434 rBV2 27182 41553 0.78% 0.061%
81 17.222 2434 2437 2441 rVVe6 6629 9815 ©0.18% 0.014%
82 17.298 2445 2450 2451 rBVS5S 11956 16192 0.30% 0.024%
83 17.316 2451 2453 2458 rVB2 13508 21701 0.41% 0.032%
84 17.416 2463 2470 2477 rVW 31454 73807 1.38% 0.108%
85 17.480 2479 2481 2489 rVB8 13907 20020 0.37% 0.029%
86 17.722 2517 2522 2526 rBV 145459 217882 4.08% 0.318%
87 17.769 2526 2530 2546 rVB 824512 1226507 22.96% 1.790%
88 18.057 2574 2579 2586 rVB 186271 254857 4.77% 0.372%
89 18.527 2653 2659 2668 rBV 1220307 1627902 30.47% 2.375%
90 18.757 2694 2698 2703 rVB3 42041 59713 1.12% 0.087%
91 18.827 2706 2710 2713 rBV 41227 61516 1.15% ©.090%
92 18.898 2719 2722 2726 rVB5 12176 16415 0.31% 0.024%
93 19.021 2738 2743 2748 rBV 115065 160381 3.00% 0.234%
94 19.198 2767 2773 2780 rBV 3497176 4602181 86.15% 6.715%
95 19.851 2880 2884 2891 rBV 67441 81963 1.53% 0.120%
96 20.010 2907 2911 2918 rBV 99175 142085 2.66% 0.207%
97 20.710 3027 3030 3035 rVB2 100869 111148 2.08% 0.162%
98 21.021 3078 3083 3094 rBV2 1871395 2539235 47.53% 3.705%
99 23.545 3504 3512 3528 rVB 2411285 5342339 100.00% 7.795%
100 23.727 3535 3543 3564 rVB 1373569 3157889 59.11% 4.608%

Sum of corrected areas: 68531749
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 05 Oct 2024 13:02
: RC/JU
. P4227-02

. 38

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
BN©34421.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\

BN©34421.D

: 05 Oct 2024 13:02
: RC/JU
. P4227-02

: 38 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M

: SVOA CALIBRATION

: 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 Benzene, tert-butyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.987 2.78 ng/ul 193202 1,4-Dichlorobenzene-d4 7.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, tert-butyl- 134 C1oH14 000098-06-6 94
2 o-Cymene 134 C10H14 000527-84-4 91
3 p-Cymene 134 C1leH14 000099-87-6 91
4 Benzene, tert-butyl- 134 C10H14 000098-06-6 90
5 Benzene, tert-butyl- 134 C1oH14 000098-06-6 90
Abundance Scan 697 (6.987 min): BN034421.D\data.ms (-693) (-) m/z 119.10 100.00%
119.1
5000
REaas A maR s o
410 77.0 ‘ 6.60 6.80 7.00 7.20 7.40
o b Ay Wl L2000 2810 .y 9100 67.91%
miz-> 50 100 150 200 250
Abundance #17022: Benzene, tert-butyl-
119.0
5000 RN AR R
6.60 6.80 7.00 7.20 7.40
m/z 134.00 19.26%
410 o /
0 T T \ ‘\‘ ‘ \ T “\ \‘ ‘ Hl \‘\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #16996: o-Cymene
119.0
s AR o
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.00 11.82%
39 0 47 0 ‘
miz--> 50 100 150 200 250
Abundance #16995: p-Cymene e
119.0 6.60 6.80 7.00 7.20 7.40
m/z 41.05 11.41%
5000
41.0 77.0 ‘
) T N | S — —
m/z--> 50 100 150 200 250 6 60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample : P4227-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzene, 1,3-dichloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.263 2.07 ng/ul 144075 1,4-Dichlorobenzene-d4 7.381

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dichloro- 146 C6H4AC12 000541-73-1 97
2 Benzene, 1,2-dichloro- 146 C6HAC12 000095-50-1 97
3 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 97
4 Benzene, 1,2-dichloro- 146 C6HA4C12 000095-50-1 96
5 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 95
Abundance Scan 744 (7.263 min): BN034421.D\data.ms (-738) (-) m/z 146.00 100.00%
146.0
5000 111.0
75.0 /\
50.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ ‘ 7.00 7.20 7.40 7.60
O et el 20700 7 147 90 65.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25333: Benzene, 1,3-dichloro-
146.0
5000 111.0 T T T T T T T T T
75.0 7.00 7.20 7.40 7.60
50.0 m/z 111.00 44.31%
O\‘Z\G\(\)\‘\\“\‘\“\\\“1‘\\\1‘\\‘}\‘\\\\‘\\\‘\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25337: Benzene, 1,2-dichloro-
146.0
 EAEEmEETE LSS
7.00 7.20 7.40 7.60
5000 111.0 m/z 75.00  31.13%
75.0
50.0
owz?:(?n_“Mu_H“mm‘_M‘_m_ S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25341: Benzene, 1,3-dichloro- ‘H“‘H“‘H“‘H“‘H
146.0 7.00 7.20 7.40 7.60
m/z 74.00 17.65%
5000
111.0
75.0
50.0 ‘
(Y RCLSES  Y NSNS | RSN | AN ““
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample : P4227-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 .alpha.-Bromomesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.122 2.26 ng/ul 372909  Acenaphthene-d10 14.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Bromomesitylene 198 CSH11Br 027129-86-8 64
2 Butyric acid, 2-phenyl-, 2,3-dic... 308 C16H14C1202 1000406-86-5 59
3 o-Cymene 134 C10H14 000527-84-4 59
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 CleH14 003479-89-8 59
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 59
Abundance Scan 1740 (13.122 min): BN034421.D\data.ms (-1734) (- m/z 119.10 100.00%
119.1
5000 /L
L
77. o‘ ‘ | 13.00 13.50
\ L

90 bl 1981 2082 2461 m/z 104.00  24.46%

miz--> 50 100 150 200 250 300
Abundance #74460: .alpha.-Bromomesitylene
119.0
5000

13.00 13.50
m/z 90.95 22.91%

o

39.0 w 1980
O T T ‘\ “ \‘\ h\ T ‘ “ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #208934: Butyric acid, 2-phenyl-, 2,3-dichlorophenyl este
119.0
1300 1350
5000 m/z 117.05 12.76%
41.0
oL T | pe20 2150 2510 308
SN ERBTH W RN VIV i e
miz--> 50 100 150 200 250 300
Abundance #16997: o-Cymene 7 T
119.0 13.00 13.50
m/z 120.10 10.45%
5000
410 77.0 ‘ /\ A
obodpd b bt 4 AN SR
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample : P4227-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1-Naphthalenamine Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.586  20.04 ng/ul 3311040  Acenaphthene-d10 14.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenamine 143 C10HSN 000134-32-7 97
2 1-Naphthalenamine 143 C1OHSN 000134-32-7 97
3 2-Naphthalenamine 143 C10HSN 000091-59-8 95
4 1-Naphthalenamine 143 C1OHSN 000134-32-7 94
5 2-Naphthalenamine 143 C10HSN 000091-59-8 94
Abundance Scan 1989 (14.586 min): BN034421.D\data.ms (-1982) (- | m/z 143.00 100.00%
1438.0
5000 /L
1450 |
585 89.0 :
bl 28L0 /7 115,00 46.93%
miz-> 50 100 150 200 250
Abundance #23132: 1-Naphthalenamine
143.0
5000 - :
14.50
m/z 116.00  22.53%
71.0
Ot ‘\. ih“\“‘ Um‘\ ”‘i ‘11\”.\0\ } L L B B B By B B B
miz-> 50 100 150 200 250
Abundance #23133: 1-Naphthalenamine
143.0
L \
14.50
5000 m/z 144.00 11.76%
39.0 "0 11J.0
ol Sl L — —
miz--> 50 100 150 200 250
Abundance #23136: 2-Naphthalenamine e
143.0 14.50
m/z 89.00 6.57%
5000
I A A e e — — —
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample : P4227-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1-Tetradecanamine, N,N-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.851 9.13 ng/ul 1056790  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 91
2 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 90
3 Dimethyl palmitamine 269 C18H39N 000112-69-6 78
4 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 78
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 78
Abundance Scan 2204 (15.851 min): BN034421.D\data.ms (-2193) (- | m/z 58.10 100.00%
58.1
5000 jk
— ——
2413 15.50 16.00
Ottt A70L 21212805 28LU m/z 41.e0 4.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl-
58.0
5000 = e
15.50 16.00
m/z 43.05 4.49%
0,290, | 1140 1560  212.0241.0
\H‘H\\‘\H\’\\H‘\\H‘H\\‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125005: 1-Tetradecanamine, N,N-dimethyl-
58.0
- —r
15.50 16.00
5000 m/z 59.10 3.59%
0 29.0 | 97.0 128.0 241.0
T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #159767: Dimethyl palmitamine = =
58.0 15.50 16.00
m/z 55.00 3.00%
0L.290 1140 156.0 269.0
e e e e e e e e e 7 e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02

Operator : RC/JU

Sample : P4227-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: 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 1-(4-Iodophenyl)pyrrole Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.769 10.60 ng/ul 1226510  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Iodophenyl)pyrrole 269 C10HSIN 092636-36-7 74
2 carbamic acid, N-1-naphthalenyl-... 269 C17H19NO2 1010396-97-3 38
3 Anthraquinone, 1-hydroxy-4-nitro- 269 C14H7NO5 000081-65-2 32
4 1H-Indene-3-carboxylic acid, 7-(... 268 C12H1205S 139120-17-5 22
5 Methyl 4-(5-nitro-1H-benzimidazo... 269 C14H11N303 096954-35-7 17

Abundance Scan 2530 (17.769 min): BN034421.D\data.ms (-2526) (- m/z 269.00 100.00%
269.0
115.0
5000
39.0 70.6 H ]thl 17 50 18 00
80 g0 1020 | m/z 115.00  70.22%
miz--> 50 100 150 200 250
Abundance #158883: 1-(4-lodophenyl)pyrrole
269.0
5000 115.0 \AT‘T*
17 50 18.00
50.0 m/z 141.9 19.597
0 ]\_8‘\‘9\ “‘i !“ ‘\““ \“h6‘~\0“ \“\ Lt I \20‘3\0\ LA B
miz--> 50 100 150 200 250
Abundance #159624: carbamic acid, N-1-naphthalenyl-, 5-hexen-1-yl
115.0
L
269.0 17 50 18.00
5000 41.0 m/z 113.95 15.82%
187.0
i Wi
0 ‘ I \h \‘M \M‘H f ‘\“\‘H‘ h “‘ !‘ ‘M‘ ‘ ‘\‘ —
m/iz--> 50 100 150 200 250 /\
Abundance #159295: Anthraquinone, 1-hydroxy-4-nitro- —
269.0 1750 18.00
m/z 140.0 13.827
5000 139.0 239.0 Jk
183.0 ‘
63.0
LG . I N L
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02

Operator : RC/JU

Sample : P4227-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
ion 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 unknown-01

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.057 2.20 ng/ul 254857  Phenanthrene-di10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Iodophenyl)pyrrole 269 C10HSIN 092636-36-7 64
2 carbamic acid, N-1-naphthalenyl-... 269 C17H19NO2 1010396-97-3 38
3 Glutaric acid, 3-methylbut-2-yl ... 356 C21H4004 1010359-72-7 33
4 Vitamin K5, N- trifluoroacetyl- 269 C13H10F3NO2 1000453-05-6 28
5 Anthraquinone, 1-hydroxy-4-nitro- 269 C14H7NO5 000081-65-2 25

m/z 268.95 100.00%

Abundance Scan 2579 (18.057 min): BN034421.D\data.ms (-2574) (-
2

68.9
115.0
5000
—
70.5 ‘ 18.00
ol il i WMM‘W‘lﬁgq — m/z 114.95 67.56%
miz--> 50 100 150 200 250
Abundance #158883: 1-(4-lodophenyl)pyrrole
269.0
5000 115.0 182E
50.0 m/z 142.05 20.90%
0 ]\-8‘\.9\ “‘i !“ ‘\“” \‘H‘\ “\ T \‘H\ [ \20‘3\0\ L —— ! T
miz--> 50 100 150 200 250
Abundance #159624: carbamic acid, N-1-naphthalenyl-, 5-hexen-1-yl
115.0 j\
A ‘
269.0 18.00
5000 41.0 m/z 114.00 18.04%
187.0
s L
oL —Lk ‘\h ‘\‘M‘wm‘\ﬂ‘ f ‘\“\‘H‘ | “‘ !‘ ‘M‘ ‘ ‘\‘ Tt
m/z-> 50 100 150 200 250 /\
Abundance #265978: Glutaric acid, 3-methylbut-2-yl undecyl ester e ‘
115.0 18.00
m/z 115.95 14.12%
5000
71.0
410 ‘ ‘ 269.0
ol b d s 1 [ 15401850 | —A
miz--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample : P4227-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.527 14.07 ng/ul 1627900  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Iodophenyl)pyrrole 269 C10HSIN 092636-36-7 90
2 carbamic acid, N-1-naphthalenyl-... 269 C17H19NO2 1010396-97-3 43
3 Malononitrile, phenyl- 142 COH6N2 003041-40-5 41
4 Anthraquinone, 1-hydroxy-4-nitro- 269 C14H7NO5 000081-65-2 38
5 Methyl 4-(5-nitro-1H-benzimidazo... 269 C14H11N303 096954-35-7 35
Abundance Scan 2659 (18.527 min): BN034421.D\data.ms (-2653) (- | m/z 269.00 100.00%
269.0
115.0
5000
T ‘
38,0 70.6 ‘ ‘ 18.50
ol 380 il | 1l1639 2070 , | 3090 /11560 51.98%
miz-> 50 100 150 200 250 300
Abundance #158883: 1-(4-lodophenyl)pyrrole
269.0
5000 115.0 L — :
18.50
50.0 m/z 142.00  32.44%
O]\- \Q\ “‘\ “ ‘\“H \‘“‘\ \ \ T ‘\‘ “‘ ‘ T T T \2()‘3\0\ L ‘ T L ‘ T
miz--> 50 100 150 200 250 300
Abundance #159624: carbamic acid, N-1-naphthalenyl-, 5-hexen-1-yl
115.0
A \
269.0 18 50
5000 41.0 m/z 116.00 15.97%
187.0
83.
ok ““ “H ‘H\ ‘\‘M‘wm\ﬂ ' ‘\“‘ ‘H‘ l" ‘4‘41 Ll ‘ ‘\‘ R R
miz--> 50 100 150 200 250 300
Abundance #23116: Malononitrile, phenyl- A ‘
115.0 18 50
m/z 140.00  15.14%
5000 28.0
77.0
: A
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_N\Data\BN100424\
Data File : BN@34421.D

Acqg On : 05 Oct 2024 13:02
Operator : RC/JU

Sample : P4227-02

Misc

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.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, tert-b... 6.987 2.8 ng/ul 193202 1 7.381 1389390 20.0
Benzene, 1,3-di... 7.263 2.1 ng/ul 144075 1 7.381 1389390 20.0
.alpha.-Bromome... 13.122 2.3 ng/ul 372909 3 14.028 3305220 20.0
1-Naphthalenamine 14.586 20.0 ng/ul 3311040 3 14.028 3305220 20.0
1-Tetradecanami... 15.851 9.1 ng/ul 10856790 4 16.786 2314490 20.0
1-(4-Iodophenyl... 17.769 10.6 ng/ul 1226510 4 16.786 2314490 20.0
unknown-01 18.057 2.2 ng/ul 254857 4 16.786 2314490 20.0
unknown-02 18.527 14.1 ng/ul 1627900 4 16.786 2314490 20.0
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