LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41024\
Data File : BN@30842.D

Acqg On : 11 Apr 2024 09:25
Operator : MA/JU

Sample : P2006-13DL 5X
Misc :

ALS Vvial : 36 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@30842.D\data.ms

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

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

1 3.617 105 107 118 rBV3 17401 42651 0.16% 0.036%
2 5.022 338 346 368 rBV 14245368 26909853 100.00% 22.854%
3 6.846 651 656 664 rVB 24703 44332 0.16% ©0.038%
4 7.016 678 685 693 rBV 138167 213020 ©0.79% 0.181%
5 7.211 711 718 726 rBV 111319 185236 ©.69% 0.157%
6 7.564 769 778 788 rBV 1743093 2759711 10.26% 2.344%
7 7.716 791 804 818 rVV 12019655 22335795 83.00% 18.970%
8 8.028 848 857 869 rBV 10128669 18190342 67.60% 15.449%
9 8.381 909 917 927 rBV 86302 143147 0.53% 0.122%
10 8.828 985 993 996 rBV 150704 243092 ©0.90% 0.206%
11 8.869 996 1000 1010 rVB 299622 516682 1.92% 0.439%
12 9.163 1044 1050 1058 rBV 123317 202688 0.75% 0.172%
13 9.387 1082 1088 1092 rBV2 41702 68775 ©0.26% 0.058%
14  9.434 1092 1096 1098 rVV 40108 66013 0.25% 0.056%
15 9.469 1098 1102 1108 rVV 67096 126252 0.47% 0.107%
16 9.546 1108 1115 1121 rWV 101029 172910 0.64% 0.147%
17 9.605 1121 1125 1130 rVB 25934 40848 0.15% ©0.035%
18 10.081 1199 1206 1215 rBV 171562 286706 1.07% 0.243%
19 10.328 1238 1248 1263 rBV 9991985 18141988 67.42% 15.408%
20 10.457 1263 1270 1278 rVB 714068 1156087 4.30% 0.982%
21 10.599 1287 1294 1307 rVB 142837 256193 ©.95% 0.218%
22 10.840 1326 1335 1344 rBV 3344595 5694151 21.16% 4.836%
23 11.057 1367 1372 1379 rVB 85246 140773 0.52% 0.120%
24 11.275 1402 1409 1417 rBV2 23409 44265 0.16% ©0.038%
25 12.457 1603 1610 1612 rBV2 58619 89839 0.33% 0.076%
26 12.493 1612 1616 1624 rVB 278834 428998 1.59% 0.364%
27 12.734 1653 1657 1664 rBV3 21114 33673 0.13% 0.029%
28 13.104 1714 1720 1732 rBV 924506 1405904 5.22%  1.194%
29 13.734 1817 1827 1832 rBV 429725 619034 2.30% 0.526%
30 14.010 1868 1874 1885 rBV2 493104 716833 2.66% 0.609%
31 14.316 1919 1926 1935 rBV 1214375 1765163 6.56% 1.499%
32 14.634 1975 1980 1986 rVB 44666 60389 0.22% 0.051%
33 14.804 2005 2009 2016 rBV6 18467 32283 0.12% 0.027%
34 15.316 2089 2096 2102 rBV 680027 1014790 3.77% 0.862%
35 15.363 2102 2104 2111 rVV6 16725 28270 0.11% 0.024%

36 15.434 2111 2116 2128 rVB 106729 172259 0.64%  0.146%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41024\
Data File : BN@30842.D

Acqg On : 11 Apr 2024 09:25
Operator : MA/JU

Sample : P2006-13DL 5X

Misc

ALS Vvial : 36 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 17.069 2387 2394 2405 rBV 1620121 2413942 8.97% 2.050%
38 17.163 2405 2410 2429 rVB 836404 1261842 4.69% 1.072%
39 19.463 2796 2801 2810 rBV 1168416 1645389 6.11% 1.397%
40 21.304 3108 3114 3125 rBV 2232603 3138993 11.66% 2.666%
41 24.033 3570 3578 3593 rVB2 674634 1616899 6.01% 1.373%

42 24.233 3604 3612 3629 rVB 1339026 3319452 12.34% 2.819%

Sum of corrected areas: 117745462
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041024\
Data File : BN@30842.D

Acqg On : 11 Apr 2024 09:25
Operator : MA/JU

Sample : P2006-13DL 5X

Misc

ALS vial : 36 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: BN030842.D\data.ms
1.4e+07 5.022

1.2e+07 7716

8.028

16407 10.328
8000000
6000000
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Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8. OO 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN030842.D\data.ms
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Abundance TIC: BN030842.D\data.ms
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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\BN041024\
Data File : BN@30842.D

Acqg On : 11 Apr 2024 09:25
Operator : MA/JU

Sample : P2006-13DL 5X

Misc

ALS vial : 36 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 4 Benzene, 1-bromo-2-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.163 3.51 ng/ul 202688 Naphthalene-d8 10.458

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 4-Chlorophenylselenol 192 C6H5C1Se 016645-10-6 97
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
Abundance Scan 1050 (9.163 min): BN030842.D\data.ms (-1044) (-) m/z 191.90 100.00%
191.9
111.0
5000
50.0
e e  Rmmaanaa
‘ ‘ ‘ 154.8 ) 8.80 9.00 9.20 9.40

ol b L ASE8 2689 | 8540 .7 189.85  80.84%

miz--> 50 100 150 200 250 300 350

Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 L L L N B LA B I
8.80 9.00 9.20 9.40

50.0 m/z 111.00  74.33%

0!15’3.0 ‘\\\\‘\\\\’\\\\‘\

miz--> 50 100 150 200 250 300 350

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

192.0
111.0 TR T T T T
8.80 9.00 9.20 9.40
5000 m/z 75.00 51.92%
50.0
20, Lo |
m/z--> 50 100 150 200 250 300 350
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0 8.80 9.00 9.20 9.40
m/z 74.00 27.56%
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041024\
Data File : BN@30842.D

Acqg On : 11 Apr 2024 09:25
Operator : MA/JU

Sample : P2006-13DL 5X
Misc

ALS vial : 36 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-3-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.469 2.18 ng/ul 126252  Naphthalene-d8 10.458

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
2 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 96
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 95

Abundance Scan 1102 (9.469 min): BN030842.D\data.ms (-1098) (-) m/z 191.90 100.00%

191.9
111.0
5000 75.0
50.0 e
‘ ‘ ‘ 1548 9.20 9.40 9.60 9.80
o‘_HJ_mw‘!w,‘ml_mmwm"w_‘ e m/z 189.85  77.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65030: Benzene, 1-bromo-3-chloro-
111.0 192.0
5000 750 UL L B I B AL LR
9.20 9.40 9.60 9.80
50.0 m/z 111.00  68.78%
0201’1550 \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65029: Benzene, 1-bromo-3-chloro-
192.0
111.0
AR S ARR
9.20 9.40 9.60 9.80
5000 75.0 m/z 74.95 46.07%
50.0
ok280 o ey 1990 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65026: Benzene, 1-bromo-3-chloro- N e RRERRRE
192.0 9.20 9.40 9.60 9.80
m/z 73.95 26.83%
750  111.0
5000
50.0
o280, Ll Lm0
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\BN041024\
Data File : BN@30842.D

Acqg On : 11 Apr 2024 09:25
Operator : MA/JU

Sample : P2006-13DL 5X

Misc

ALS vial : 36 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
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Peak Number 8 Benzene, 1-chloro-3-nitro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.057 2.44 ng/ul 140773  Naphthalene-d8 10.458
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 95
3 Benzene, 1l-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 94
4 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 93
5 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 90
Abundance Scan 1372 (11.057 min): BN030842.D\data.ms (-1367) (- | m/z 111.00 100.00%
111.0
75.0
5000 157.0 j\\
‘ 1100
38.0 ‘ :
o‘H_waﬁ¢wﬂthML‘MMMWMH“HH‘H?R?ﬂu‘wuu_%gﬁf m/z 74.95 78.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0
5000 —
11.00
m/z 157.00 47.05%
30.0 ‘ ‘ ‘
0\\\‘\\‘HH‘\‘\“\\‘M\H‘!H“\H“\\1‘\’\‘\‘\\‘H\\“\H\‘\\H‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34193: Benzene, 1-chloro-3-nitro-
111.0 /\
75.0 157.0 T T T
11.00
5000 m/z 112.90 33.02%
30.0
O et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34189: Benzene, 1-chloro-4-nitro- ‘A‘ I A ‘
75.0 111.0 157.0 11.00
m/z 50.00 26.72%
5000
30.0 ‘ ‘
O et e e e e e e ‘ ‘/‘L ‘
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041024\
Data File : BN@30842.D

Acqg On : 11 Apr 2024 09:25
Operator : MA/JU

Sample : P2006-13DL 5X

Misc

ALS Vvial : 36 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... 9.163 3.5 ng/ul 202688 2 10.458 1156090 20.0
Benzene, 1-brom... 9.469 2.2 ng/ul 126252 2 10.458 1156090 20.0
Benzene, 1-chlo... 11.057 2.4 ng/ul 140773 2 10.458 1156090 20.0
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