LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc :

ALS Vvial : 13  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©32824.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@30625.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 3.605 103 105 121 rBV 208252 363744 ©0.25% 0.055%
2 5.099 340 359 363 rBV2 30557612 132152474 89.07% 20.104%
3 6.387 572 578 585 rVB 203735 330161 ©.22% 0.050%
4 6.863 652 659 675 rVB 212656 389815 ©.26% 0.059%
5 7.046 679 690 702 rBV 835530 1545323 1.04% 0.235%
6 7.228 712 721 732 rBV 774254 1502646 1.01% 0.229%
7 7.605 773 785 796 rBV 15708101 42678627 28.76% 6.493%
8 7.805 796 819 823 rBV 29932706 130171756 87.73% 19.803%
9 8.134 854 875 880 rBV 29627528 148372934 100.00% 22.572%
106 8.399 913 920 933 rVB 688240 1082233 0.73% 0.165%
11  8.851 990 997 1001 rBV 1122172 1953397 1.32% 0.297%
12 8.899 1001 1005 1018 rVB 2275454 3545847 2.39% 0.539%
13 9.181 1043 1053 1062 rBvV 698121 1172272 0.79% 0.178%
14 9.410 1085 1092 1096 rBV 171719 290331 0.20% 0.044%
15 9.451 1096 1099 1102 rVVW 162072 276674 ©0.19% 0.042%
16 9.493 1102 1106 1112 rVWV 379622 657175 0.44% 0.100%
17 9.569 1112 1119 1125 rVV 855247 1454034 0.98% 0.221%
18 9.622 1125 1128 1135 rVB 102711 164907 ©0.11% 0.025%
19 10.098 1202 1209 1217 rBV 1187051 2154335 1.45% 0.328%
20 10.381 1243 1257 1263 rBV2 24661185 79587450 53.64% 12.107%

21 10.493 1270 1276 1282 rBV 1257911 1913858 1.29% ©.291%
22 10.622 1291 1298 1312 rVB 588381 1017349 0.69% 0.155%
23 10.875 1329 1341 1349 rBV 14561142 29363209 19.79% 4.467%
24 11.081 1368 1376 1395 rVB 1400679 2321633 1.56% ©.353%

25 11.293 1403 1412 1422 rVB 339467 595318 0.40% ©.091%
26 11.769 1483 1493 1502 rBV3 122118 276774 0.19% 0.042%
27 12.475 1604 1613 1615 rBV3 322049 573895 0.39% 0.087%
28 12.510 1615 1619 1627 rVV 2319183 3676503 2.48% ©.559%
29 13.128 1716 1724 1736 rBV 5827107 8919049 6.01% 1.357%
30 13.345 1756 1761 1768 rVB 105854 148645 0.10% 0.023%
31 13.751 1818 1830 1835 rBV 2673045 3832489 2.58% ©.583%
32 14.028 1864 1877 1886 rBV 3136943 4583129 3.09% 0.697%
33 14.334 1919 1929 1940 rBV 1898951 2723676 1.84% 0.414%
34 14.534 1957 1963 1974 rVB 198852 308957 0.21% ©0.047%
35 14.645 1976 1982 1988 rVB 222100 317293 0.21% ©0.048%

36 15.334 2091 2099 2103 rBV 3860106 5623597 3.79% 0.856%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc :

ALS Vvial : 13  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©32824.MA.M
Title : SVOA CALIBRATION
37 15.369 2103 2105 2112 rVW 370772 506144 ©.34% 0.077%
38 15.445 2112 2118 2131 rVB 1027420 1399282 0.94% 0.213%
39 17.080 2389 2396 2406 rBV 2252901 3222121 2.17% 0.490%
40 17.180 2407 2413 2424 rBV2 4238748 6168147 4.16% 0.938%
41 17.986 2545 2550 2556 rBV 106371 161085 ©0.11% 0.025%
42 18.457 2626 2630 2639 rVB 702426 964325 0.65% 0.147%
43 19.486 2798 2805 2812 rBV 5215258 7358550 4.96% 1.119%
44 21.321 3111 3117 3132 rBV 2422984 3628427 2.45% 0.552%
45 21.451 3134 3139 3146 rVV 332535 446332 0.30% 0.068%
46 22.045 3235 3240 3245 rBV2 288876 455242 0.31% 0.069%
47 22.833 3368 3374 3381 rBV2 437806 845280 ©.57% 0.129%
48 23.774 3527 3534 3547 rVB2 494319 1218551 0.82% 0.185%
49 24.068 3574 3584 3597 rBV 2829927 6742425 4.54% 1.026%
50 24.262 3609 3617 3633 rVB 1335716 3364150 2.27% 0.512%
51 24.739 3692 3698 3706 rVB2 180443 417392 0.28% 0.063%
52 24.927 3721 3730 3742 rVB2 487625 1475835 0.99% 0.225%
53 26.351 3962 3972 3986 rVB3 383686 1469241 0.99% 0.2247%
54 28.133 4267 4275 4292 rVB4 331842 1460420 0.98% 0.222%

Sum of corrected areas: 657344458
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN030625.D\data.ms
3e+07 5.099 7.808.134

2.5e+07 10.381

2e+07
7.60
1.5e+07 10.875

le+07

5000000

8,899 12,510

0980 1.081,
3.605 6.387 68657428 8.399 835 1990869, 10-0 gj m?& 1129311760 12475
0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\A\‘\\\/\\" 1 T \\-’_'7\"_'_'_[\"_17\ ‘\7_'_'_’7\ Il T \T\‘Y—’_Y_TA\‘Y_'—Y_Y_Y_F‘W_F“Y*
Time-> 300 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BN030625.D\data.ms
3e+07

2.5e+07
2e+07
1.5e+07

le+07

13.128
19.486

5000000 15.334 17.180

13.754.028 21.321

14.334 17.080
3345 | J\ 145845 1%#@%@5 ] 17.98618-457 21451 22,045

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BN030625.D\data.ms
3e+07

2.5e+07
2e+07
1.5e+07
le+07

5000000
24.068

833 23.174}%‘32\6224,3@@27 26.351 28.133

07\‘\\\\‘\\\\7‘\\\\‘\\A?\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 Benzene, 1-bromo-2-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.181 12.25 ng/ul 1172276  Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
Abundance Scan 1053 (9.181 min): BN030625.D\data.ms (-1043) (-) m/z 191.90 100.00%
191.9
111.0
5000
50.0
e
‘ 154.9 8.80 9.00 9.20 9.40 9.60
ol e g 1549 1 2818 3850 ;989,90 75.32%
miz--> 50 100 150 200 250 300 350
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000
8.80 9.00 9.20 9.40 9.60
50.0 m/z 110.95  74.78%
I \L \h T \‘ 155.0
O\\\\“\\\‘\“f‘\\\‘\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0
A s R
8.80 9.00 9.20 9.40 9.60
5000 50.0 m/z 75.00 54.81%
ol U
m/z--> 50 100 150 200 250 300 350
Abundance #65028: Benzene, 1-bromo-4-chloro- ERREREEEEEEEEEEEE
192.0 8.80 9.00 9.20 9.40 9.60
111.0 m/z 50.00 29.33%
5000
50.0
0t20 . ‘Lw“w n“ O P
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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, 1,2-dichloro-4-met... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.410 3.03 ng/ul 290331 Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97
2 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
3 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
4 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97
5 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 96
Abundance Scan 1092 (9.410 min): BN030625.D\data.ms (-1085) (-) m/z 125.00 100.00%
125.0
5000
89.0 160.0
e AR
390 63‘ 0 J 9.00 9.20 9.40 9.60 9.80
Okttt el Ml 2080 0 60 00 35.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36617: Benzene, 1,2-dichloro-4-methyl-
125.0
160.0
5000 DL B LALRL B R
89.0 9.00 9.20 9.40 9.60 9.80
63.0 m/z 127.00  33.80%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36609: Benzene, 1,3-dichloro-2-methyl-
125.0 /\
R R RA !
9.00 9.20 9.40 9.60 9.80
5000 m/z 89.00 30.02%
89.0 160.0
63.0
39.0 ‘ ‘
SR VU NSNS | SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #36605: Benzene, 1,2-dichloro-3-methyl- REEas e A
125.0 9.00 9.20 9.40 9.60 9.80
m/z 161.90 23.22%
5000 160.0
89.0
39 0 63.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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, 1,2-dichloro-3-met... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.451 2.89 ng/ul 276674  Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
2 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
3 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
4 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 96
5 Benzene, 1-chloro-2-(chloromethyl)- 160 C7H6C12 000611-19-8 95
Abundance Scan 1099 (9.451 min): BN030625.D\data.ms (-1096) (-) m/z 125.00 100.00%
125.0
159.9
5000 89.0 Jv\
63.0 SNBSS U NP D L X
390 | 9.20 9.40 9.60 9.80
bt e g bl W 2089 7 159,00 47.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36618: Benzene, 1,2-dichloro-3-methyl-
125.0
160.0
5000 L B L LI LN B
890 9.20 9.40 9.60 9.80
63.0 =% m/z 89.00  38.40%
39. ‘
0 \\\‘\\\\H“\\\\“\\\‘\‘\m\‘\\‘\\\\‘\‘\\\‘\\\\““1\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36616: Benzene, 1,4-dichloro-2-methyl-
125.0 /\
P e
9.20 9.40 9.60 9.80
5000 160.0 m/z 127.00  30.82%
63.0 89.0
39. ‘ ‘
0 bt b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #36608: Benzene, 1,4-dichloro-2-methyl- R ARRERESEE
125.0 9.20 9.40 9.60 9.80
160.0 m/z 161.95 30.03%
5000
89.0
63.0
39.0 ‘
olts0 il o D S W— A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 Benzene, 1-bromo-4-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.493 6.87 ng/ul 657175 Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 96
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 96
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 95
Abundance Scan 1106 (9.493 min): BN030625.D\data.ms (-1102) (-) m/z 191.90 100.00%
191.9
111.0
5000 750
e RRAREE SRR
37.0‘ ‘ ‘ 154 9.20 9.40 9.60 9.80
ol il RS 2818 g 189,90 77.33%
miz-> 50 100 150 200 250
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 75.0

9.20 9.40 9.60 9.80
m/z 110.95 69.74%

37-0‘ \ ‘ 155.0 ‘

0 T T T H\ ““ T \“\M T H‘ N T T T ‘ \. T T \H ‘ T T T T ‘ T T T T

m/z--> 50 100 150 200 250

Abundance #65028: Benzene, 1-bromo-4-chloro- A
192.0

111.0 L EAmaanenns nme
9.20 9.40 9.60 9.80
5000 75.0 m/z 75.00 48.93%
38.0 ‘ ‘
ol B den d 180 W
miz--> 50 100 150 200 250
Abundance #65026: Benzene, 1-bromo-3-chloro- RN EE e R
192.0 9.20 9.40 9.60 9.80
m/z 50.00 23.00%
750 1110
5000
% | o |
ob Ao 250 4 e
m/z--> 50 100 150 200 250 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
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 11 Benzene, 1-chloro-3-nitro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.081 24.26 ng/ul 2321630 Naphthalene-d8 10.493
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 97
3 Benzene, 1l-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 96
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 94
5 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 91

Abundance Scan 1376 (11.081 min): BN030625.D\data.ms (-1368) (- | m/z 111.00 100.00%
111.0
75.0
157.0
5000
1100
79 |,
o‘H‘HHmm‘whm‘l,:‘uH“H!wJ‘wHLW}?Q%waw%@,‘?“ m/z 75.00  78.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0
5000
1100
m/z 157.00 56.39%
AN TN
OH\‘\\‘HH‘H“\\‘H\H‘\H“\H‘H1\‘\‘\‘H‘HH‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34193: Benzene, 1-chloro-3-nitro-
111.0 k
75.0 157.0
1100
5000 m/z 113.00 31.76%
30.0
o,,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34186: Benzene, 1-chloro-3-nitro- . T
111.0 11.00
m/z 50.00 26.57%
75.0 157.0
5000
30.0
om"“H‘H‘H‘uH“!,Jm“m1W‘m‘H‘“w‘,"wH_WHW,H
m/z--> 20 40 60 80 100120140160180200220240260280 1100

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:37:57 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52

Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824 .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 12 Benzene, 1-chloro-2-nitro- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.293 6.22 ng/ul 595318 Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 99
2 Benzene, 1-chloro-2-nitro- 157 C6H4ACINO2 000088-73-3 98
3 Benzene, 1l-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 97
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 97
5 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 96

Abundance Scan 1412 (11.293 min): BN030625.D\data.ms (-1403) (- | m/z 75.00 100.00%
78.0
111.0
157.0
5000
‘ 1100 11‘5(5
38.0 ‘
S L. ‘ b tere 2810 ;116,95 79.04%
miz-> 50 100 150 200 250
Abundance #34188: Benzene, 1-chloro-2-nitro-
78.0
111.0 157.0
5000
11 00 11 50
m/z 157.00 4.,28%
A1
O\\!m\”“\h“““"\‘\\\“i\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #34184: Benzene, 1-chloro-2-nitro-
75.0 111.0 157.0 k
11 00 11 50
5000 m/z 98.90 1.15%
30.0
0 T ‘H‘\‘\‘ i‘ : - e e
miz--> 50 100 150 200 250
Abundance #34191: Benzene, 1-chloro-4-nitro-
75.0 111.0 11 00 11 50
m/z 127.00 34.22%
157.0
5000
30.0 ‘ ‘
0 ww“JM‘M““M‘H““ S —r e L
m/z--> 50 100 150 200 250 11.00 11.50

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:37:58 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 13 4-Chloro-2-nitrophenol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.769 2.89 ng/ul 276774  Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 99
2 2-Chloro-6-nitrophenol 173 C6H4CINO3 000603-86-1 93
3 Benzene, 1-bromo-3,5-dichloro- 224 C6H3BrCl2 019752-55-7 91
4 Benzene, 1-bromo-2,6-dichloro- 224 C6H3BrCl2 019393-92-1 90
5 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 89
Abundance Scan 1493 (11.769 min): BN030625.D\data.ms (-1483) (- | m/z 172.90 100.00%
63.0 172.9
225.8
5000 14.9
—e —
L
ol— ‘\h‘ h.\\‘\m‘“ uwmw\wl | m/z 63.00 94 .82%
miz--> 50 100 150 200 250 300 350 400
Abundance #48502: 4-Chloro-2-nitrophenol
173.0
63.0 j\‘
5000 Apea SEMINAN
15.0 11.50 12.00
' m/z 225.80  59.66%
18. ‘
0 \“\ ﬂ)‘"\ ‘}H 1'\“‘“‘1“‘\““}‘ \”“\ ‘h‘\‘ \h‘“‘\ L e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #48498: 2-Chloro-6-nitrophenol
63.0 173.0 /‘
—— ——
11.50 12.00
5000 ITI/Z 99.00 52.94%
15.0
STV V) 1
m/z--> 50 100 150 200 250 300 350 400 /\
Abundance #104683: Benzene, 1-bromo-3,5-dichloro- ———
226.0 11.50 12.00
m/z 73.00 46.62%
5000 74.0 145.0
m/z--> 50 100 150 200 250 300 350 400 11.50 12.00

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:37:59 2024 Page: 10



Data Path : Z:\svoasrv\HPCHEM1\B
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS Vvial : 13  Sample Multipli

Quant Method
Quant Title

Library Search Compound Report

NA_N\Data\BN040424\

er: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824 .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 14 unknown-01 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.457 5.99 ng/ul 964325  Phenanthrene-d1e 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2,5-dichlorothiophene-3-c... 210 C6H4C1202S 145129-54-0 35
2 3-(4-Chlorophenyl)-1H-1,2,4-tria... 179 C8H6CIN3 023195-59-7 35
3 6-Chloro-1,2,3,4-tetrahydrocarba... 205 C12H12CIN 036684-65-8 30
4 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 25
5 4,5-Dichloro-2-fluoroaniline 179 C6HACI12FN 002729-36-4 25

Abundance Scan 2630 (18.457 min): BN030625.D\data.ms (-2626) (- | m/z 178.80 100.00%
178.8
5000
65.0 108.9142.9
L
18.50
0 m/z 176.80 72.15%
miz--> 50 100 150 200 250 300
Abundance  #87791: Methyl 2,5-dichlorothiophene-3-carboxylate
179.0
5000 AL
150 610 18.50
: 212.0 m/z 180.80 48.70%
‘ 1h16.0
0 ‘\“ﬁﬁ‘% “\“”h”“\‘ T \“L‘\ T ‘M\ \“\ T LA B e e ey
miz--> 50 100 150 200 250 300
Abundance #54082: 3-(4-Chlorophenyl)-1H-1,2, 4-triazole
179.0
e
18.50
5000 m/z 204.90 41.47%
138.0
42.0 750
oL— ‘MM ‘l\ ‘\H“‘\‘\‘\\Ml “\ “H‘M‘ H! ‘u“ . R A A
m/iz--> 50 100 150 200 250 300
Abundance #81301: 6-Chloro-1,2,3,4-tetrahydrocarbazole S
177.0 18.50
m/z 65.00 37.60%
5000
630 1150
ob—— ‘L \}‘L\‘\‘\m;h\‘\“u‘uh“ \‘H ‘HL‘ i \N‘ \‘M “\\Hw‘h : ‘M“ e e
m/z--> 50 100 150 200 250 300 18.50

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:38:00 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
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 15 1,6,11-Trioxacyclopentadecane Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
21.451 2.46 ng/ul 446332  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 87
21,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 87
31,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 86
4 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 64
5 Methylamine, N-(1-methylhexylide... 127 C8H17N 022058-71-5 53

Abundance Scan 3139 (21.451 min): BN030625.D\data.ms (-3134) (- | m/z 71.00 100.00%
71.0
5000 JL
21,50
ol lmu vl | 130 2080 2659 3549 4149 .. 7300 46.11%
miz--> 100 150 200 250 300 350 400
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 L
21.50
m/z 55.00 38.26%
Oa'd‘ "?-\ZTQ\O‘JTZS\\O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
T
21.50
5000 ITI/Z 43.00 21.12%
‘ ‘ 143.0
ommm Ll 250 soro
m/z--> 100 150 200 250 300 350 400
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane —
71.0 21.50
m/z 42.00 19.58%
ol L L0 21502610 190
““_“““"‘H‘““““H““““H“““ -
m/z--> 50 100 150 200 250 300 350 400 21.50

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:38:01 2024 Page: 12




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 16 Hexasiloxane, tetradecamethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
22.045 2.51 ng/ul 455242  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 74
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 ©00556-70-7 47
4 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H54075i8 000556-69-4 42
5 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 018772-36-6 38

Abundance Scan 3240 (22.045 min): BN030625.D\data.ms (-3235) (- | m/z 73.00 100.00%
73.0
2211
5000
355.0
U \
\ 503.1 22.00
0 "“"w“qu"ML‘»$H‘TM“‘¢I““““ I m/z 147.00  69.79%
miz--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
730 221.0
5000 355.0 22.00 |
243.0 m/z 221.10 62.64%
O \l\JJ\\‘\‘\\\h‘ﬁ\\m\\‘\L¥\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
U [
22.00
5000 m/z 281.05 34.39%
3410
S N Y Y Y T
m/z--> 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1 T T
221.0 22.00
m/z 355.00 27.74%
5000 730
369.0
o Ll s 730,
e e e e
m/z--> 100 200 300 400 500 600 700 22.00

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:38:03 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 17 Cyclononasiloxane, octadeca... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.833 5.03 ng/ul 845280  Perylene-di2 24.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 83
3 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 47
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 43
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
Abundance Scan 3374 (22.833 min): BN030625.D\data.ms (-3368) (- | m/z 73.00 100.00%
73.0
147.0221_1
5000
355.1
— ——
\ | 2?.9 503.0 22.50 23.00
Olprrrrprdrperd el S0 m/z 147.08 75.01%
m/z--> 0 50 100150200250 300350400450 500550600650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 = —
22.50 23.00
m/z 221.05 69.51%
O"flf[65[]“'
m/z--> 0 50 100150200250 300350400450 500550600650
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
39 14702210
= =
22.50 23.00
m/z 355.05 31.04%
5000 355.0
443.0
O R SRR
m/z--> 0 50 100 150200250 300350400 450500550 600 650
Abundance #119063: Mercaptoacetic acid, 2TMS derivative — —
147.0 22.50 23.00
73.0 m/z 281.00 30.92%
5000
221.0
m/z--> 0 50 100 150200250 300350400 450500550 600 650 22.50 23.00

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:38:04 2024 Page: 14



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN040424\
BN©30625.D

: 03 Apr 2024 12:52
: MA/JU
: P1934-06

: 13 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824 .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 18 unknown-02 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
23.774 7.24 ng/ul 1218550  Perylene-di12 24.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 58
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 40
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 38
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27

Abundance Scan 3534 (23.774 min): BN030625.D\data.ms (-3527) (- | m/z 73.00 100.00%
147.0221.0
5000 355.0
—r —
429.0 23.50 24.00
oy | 5030 ;
0 bbb b e m/z 147.00  79.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 — —
23.50 24.00
m/z 221.00 74.84%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
— =
23.50 24.00
m/z 355.00 37.62%
5000 355.0
443.0
) SEPVSPS SSROVES SN M ST SRR R —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilo —= 5
73.0 23.50 24.00
m/z 281.00 35.03%
147.0
267.0
5000 355.0429.0
R I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.50 24.00

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:38:05 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 19 1,6,11,16,21,26,31-Heptaoxa... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
24.739 2.48 ng/ul 417392  Perylene-di12 24.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 90
2 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 74
3 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 72
4 1,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 49
5 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 38

Abundance Scan 3698 (24.739 min): BN030625.D\data.ms (-3692) (- | m/z 71.00 100.00%
71.0

5000

[~
4>

2450 2500
143.0
- m‘ L ““\ b 2090 2820327.9 4009 ., 73,00  41.19%

mi/z--> 100 150 200 250 300 350 400
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0

5000 — ——
24.50 25.00

m/z 55.00 32.18%

143.0
T T T ‘\m“ L‘\ T ‘ T \““\ \h T T T \2175\\0\2\6\8 \0\3]\-5\\0\ 3\7\7\\() T T 17T
m/z--> 5‘0 160 15‘0 260 25‘0 360 35‘30 460
Abundance #183886: 1,6,11,16-Tetraoxacycloeicosane
71.0
Foo=

o

o

24.50 25.00
5000 m/z 42.05 21.42%
‘ ‘ 143.0
oLt w‘u‘h‘ o \L‘\ 'l ‘U‘ et ‘2‘]‘-7“0‘ : “2‘8‘8.‘0‘ e NJ\\M
m/z--> 50 100 150 200 250 300 350 400
Abundance #94098: 1,6,11-Trioxacyclopentadecane T G
71.0 24.50 25.00

m/z 43.00 19.18%

- /\JL
dvd‘u L\ \‘ 129. 0175 0

L ¥ R —
miz--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 20 Heptasiloxane, hexadecamethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.927 8.77 ng/ul 1475840  Perylene-di12 24.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 64
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 52
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile® 018772-36-6 37

5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 37

Abundance Scan 3730 (24.927 min): BN030625.D\data.ms (-3721) (- | m/z 73.00 100.00%

73.0 147.0221.1
5000 3551

@91 2500
|y 030 ' ;
0 et et s M L S m/z 221.10  86.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 T
25.00

m/z 147.00  86.09%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210

25.00
m/z 281.00 40.58%
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- —
221.0 25.00

m/z 355.05 38.31%

73.0
5000 147.0
341.0
L9 simo

Ot prertp e e e e e —
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 25.00

SFAM-EPA-BN©32824.MA.M Thu Apr 04 16:38:07 2024 Page: 17



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN040424\

Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824 .MA.M
: SVOA CALIBRATION

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 21 3,6-Dioxa-2,4,5,7-tetrasila... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.351  8.73 ng/ul 1469240 Perylene-dl2 24.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 64

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 59
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38

4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 27
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27
Abundance Scan 3972 (26.351 min): BN030625.D\data.ms (-3962) (- | m/z 73.00 100.00%
73.0 147.0221.1
5000 355.0
21 26.00 26.50
503.1 : :
o‘Hwwwwm‘um_m‘l‘M‘HHWW‘LWH‘-wwww‘ m/z 221.18  95.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 = e
355.0 26.00 26.50
443.0 m/z 147.00 94.74%
O\H‘\J“HH‘\H‘\‘HHh‘d\\H\“\l\\\‘H‘\‘\‘LH\‘HH\‘HH‘\H\‘HH‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
— —r—
355.0 26.00 26.50
5000 m/z 281.00 42 .38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, — ——
147.0 221.0 26.00 26.50
m/z 355.00 38.44%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 22 N-Benzyl-N-ethyl-p-isopropy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
28.133 8.68 ng/ul 1460420  Perylene-di12 24.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 90
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 70
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 27
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 25

Abundance Scan 4275 (28.133 min): BN030625.D\data.ms (-4267) (- | m/z 221.10 100.00%

73.0 2211
147.0
5000 281.0 355.0

429.0

| | ‘ | " 5030 2800 28 500
bt b L b 2 sz 73,00 88.33%

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

Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
73.0

5000 147.0 — —
281.0 28.00 28.50

341.0 m/z 147.00  79.82%

. Ll e s
\\\‘\\\\‘1!\\]\\\\‘\\\\\\\’\\\f‘\f\\‘\\f\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-

2

30 470 2210

T T
28.00 28.50

281.0 m/z 207.00 41.04%
5000 355.0
443.0
]S NSRS SRS S S R S—
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide —— ——
147.0 28.00 28.50

m/z 281.00  40.45%

5000 281.0 MMWWWNWW/\\MAMMMWW
91.0

219.0
bbb 280 |

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40424\
Data File : BN@30625.D

Acqg On : 03 Apr 2024 12:52
Operator : MA/JU

Sample : P1934-06

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@32824.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-brom. 9.181 12.3 ng/ul 1172276 2 10.493 1913860 20.0
Benzene, 1,2-di. 9.410 3.0 ng/ul 290331 2 10.493 1913860 20.0
Benzene, 1,2-di... 9.451 2.9 ng/ul 276674 2 10.493 1913860 20.0
Benzene, 1-brom... 9.493 6.9 ng/ul 657175 2 10.493 1913860 20.0
Benzene, 1-chlo... 11.081 24.3 ng/ul 2321630 2 10.493 1913860 20.0
Benzene, 1-chlo... 11.293 6.2 ng/ul 595318 2 10.493 1913860 20.0
4-Chloro-2-nitr... 11.769 2.9 ng/ul 276774 2 10.493 1913860 20.0
unknown-01 18.457 6.0 ng/ul 964325 4 17.081 3222120 20.0
1,6,11-Trioxacy... 21.451 2.5 ng/ul 446332 5 21.321 3628430 20.0
Hexasiloxane, t... 22.045 2.5 ng/ul 455242 5 21.321 3628430 20.0
Cyclononasiloxa... 22.833 5.0 ng/ul 845280 6 24.262 3364150 20.0
unknown-02 23.774 7.2 ng/ul 1218550 6 24.262 3364150 20.0
1,6,11,16,21,26... 24.739 2.5 ng/ul 417392 6 24.262 3364150 20.0
Heptasiloxane, ... 24.927 8.8 ng/ul 1475840 6 24.262 3364150 20.0
3,6-Dioxa-2,4,5... 26.351 8.7 ng/ul 1469240 6 24.262 3364150 20.0
N-Benzyl-N-ethy... 28.133 8.7 ng/ul 1460420 6 24.262 3364150 20.0
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