LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acg On : 30 Apr 2024 21:14
Operator : MA/JU

Sample : P2269-05RE

Misc :

ALS Vial : 20 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN042924 _MA_M
Title : SVOA CALIBRATION

Signal : TIC: BN031330.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of

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

1 3.552 94 96 112 rBvV 99557 200984 0.12%  0.025%
2 5.052 328 351 355 rBV3 28329011 172541429 100.00% 21.673%
3 6.310 557 565 575 rBV 352620 588672 0.34% 0.074%
4 6.599 611 614 621 rVvB 111652 190723 0.11% 0.024%
5 6.799 642 648 666 rVvB 264911 513407 0.30% 0.064%
6 6.981 670 679 690 rBY 630479 1569305 0.91% 0.197%
7 7.157 701 709 725 rBV 770111 1777699 1.03% 0.223%
8 7.357 733 743 756 rVvB2 64689 196380 0.11% 0.025%
9 7.528 760 772 785 rBV2 16352988 64804780 37.56% 8.140%
10 7.752 785 810 815 rVV 28502980 169510416 98.24% 21.293%
11 8.081 841 866 867 rBV 28449534 158506804 91.87% 19.911%
12 8.334 902 909 922 rVB 760696 1245901 0.72% 0.157%
13 8.781 977 985 988 rBV 1126404 1860240 1.08% 0.234%
14 8.828 988 993 1006 rVB 3006730 4858806 2.82%  0.610%
15 9.104 1034 1040 1047 rBV 956693 1564256 0.91% 0.196%
16 9.328 1072 1078 1082 rBV 207489 338140 0.20% 0.042%
17 9.375 1082 1086 1088 rBV 146515 217794 0.13% 0.027%
18 9.416 1088 1093 1099 rVB 496234 878135 0.51% 0.110%
19 9.493 1099 1106 1112 rBV 976946 1689700 0.98% 0.212%
20 10.028 1183 1197 1205 rBV 1240111 2351808 1.36% 0.295%

21 10.322 1229 1247 1251 rBV2 25261082 97885493 56.73% 12.296%
22 10.422 1258 1264 1269 rBV 1174076 1752499 1.02% 0.220%
23 10.551 1278 1286 1295 rBV 782645 1352332 0.78% 0.170%
24 10.798 1315 1328 1334 rBV 16162967 35633361 20.65% 4.476%
25 11.004 1356 1363 1371 rBV 2213941 3509533 2.03% 0.441%

26 11.216 1392 1399 1409 rVB 495963 880805 0.51% 0.111%
27 11.693 1467 1480 1494 rBV2 189476 429405 0.25%  0.054%
28 12.398 1593 1600 1602 rBV2 496772 893728 0.52%  0.112%
29 12.434 1602 1606 1615 rVV 3396672 5337298 3.09% 0.670%
30 13.051 1700 1711 1723 rBV 7131919 11756801 6.81% 1.477%
31 13.281 1745 1750 1757 rVvv2 155118 231731 0.13% 0.029%
32 13.681 1807 1818 1823 rBY 2855253 4172226 2.42% 0.524%
33 13.951 1858 1864 1873 rVB 3021105 4594928 2.66% 0.577%
34 14.263 1907 1917 1931 rBV 1683304 2551952 1.48% 0.321%
35 14.481 1948 1954 1965 rBY 286551 490961 0.28% 0.062%
36 14.575 1965 1970 1976 rVB 316965 446679 0.26%  0.056%

SFAM-EPA-BN042924 .MA.M Mon May 13 01:24:11 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acg On : 30 Apr 2024 21:14
Operator : MA/JU

Sample : P2269-05RE

Misc :

ALS Vial : 20 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 : 0 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA .M
Title : SVOA CALIBRATION
37 15.257 2076 2086 2092 rBV 3787742 5692059 3.30% 0.715%
38 15.310 2092 2095 2101 rVV 166207 246370 0.14% 0.031%
39 15.386 2102 2108 2123 rVV 1380446 1919615 1.11% 0.241%
40 17.010 2378 2384 2391 rBV 2118510 3036260 1.76% 0.381%
41 17.110 2395 2401 2413 rBV2 4410281 6342889 3.68% 0.797%
42 18.392 2607 2619 2628 rBY 1106855 1563136 0.91% 0.196%
43 18.886 2695 2703 2709 rBV 145367 208895 0.12%  0.026%
44 19.416 2787 2793 2802 rBV 5255154 7247302 4.20% 0.910%
45 21.251 3099 3105 3112 rBY 2083106 2977676 1.73% 0.374%
46 21.363 3120 3124 3131 rVB 383668 514384 0.30% 0.065%
47 23.945 3554 3563 3574 rvVB2 2400791 5791200 3.36% 0.727%
48 24.139 3588 3596 3609 rVvB 1116386 2672515 1.55% 0.336%
49 24.568 3663 3669 3679 rVvB 239558 557704 0.32% 0.070%

Sum of corrected areas: 796095116
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN031330.D\data.ms
5.952 7.7538.081
10.322
2.5e+07
2e+07
7.52 10.798
1.5e+07
le+07
5000000 8.828 12.434
8. 10.02 11.004
3.552 6.310.5690§815 357 8.334 XfF % ﬂAa”S | 1121611603 12£\98
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\7_'_"\4"\!"7\7\‘\ ‘A—Yﬁ"_Y_r /_r\ \\‘ /_F\ ‘T\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 11.00 11.50 12.00 12.50
Abundance TIC: BN031330.D\data.ms
2.5e+07
2e+07
1.5e+07
le+07
3.051
19.416
5000000 15.257 17.110
13.683.951 :
15.386 17.010 18.392 21.251
o 151310 \ 77 18.886 2}.363
L I e e HE L e B S B B B S B B
Time--> 1300 1350 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: BN031330.D\data.ms
2.5e+07
2e+07
1.5e+07
le+07
5000000
O\\‘\\\\‘\\\m‘iﬁ?e\s\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
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\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Benzene, 1-bromo-2-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.104 17.85 ng/ul 1564260 Naphthalene-d8 10.422

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrcClI 000694-80-4 98
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCI 000106-39-8 98
3 4-Chlorophenylselenol 192 C6H5CISe 016645-10-6 97
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrClI 000108-37-2 97
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrcClI 000106-39-8 97

Abundance Scan 1040 (9.104 min): BN031330.D\data.ms (-1034) (-) m/z 191.90 100.00%

191.9
111.0
5000
50.0

‘ 8.80 9.00 9.20 9.40
et M f 1528 W 2669 3541 /7 110.95  80.24%

m/z--> 50 100 150 200 250 300 350
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 LR L I R R R R
8.80 9.00 9.20 9.40
50.0 m/z 189.90 73.70%
T \H\ \‘h\”\”‘ \‘“\ \]\-5’3\.0\ T ‘ L ‘ LI ’ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
llLO LI L B I SRR L
8.80 9.00 9.20 9.40
5000 m/z 74.95 55.56%
50.0
Lon ““‘1‘5,3;0“
m/z--> 50 100 150 200 250 300 350
Abundance #67120: 4-Chlorophenylseleno
192.0 8.80 9.00 9.20 9.40

m/z 50.00 29.20%

111.0
5000 50.0
‘H\$M I A

m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40

f
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 6 Benzene, 1,2-dichloro-3-met... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.328 3.86 ng/ul 338140 Naphthalene-d8 10.422

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6CI2 032768-54-0 98
2 Benzene, 1,2-dichloro-4-methyl- 160 C7H6CI2 000095-75-0 97
3 Benzene, 1,2-dichloro-3-methyl- 160 C7H6CI2 032768-54-0 97
4 Benzene, 1,3-dichloro-2-methyl- 160 C7H6CI2 000118-69-4 96
5 Benzene, 2,4-dichloro-1-methyl- 160 C7H6CI2 000095-73-8 96
Abundance Scan 1078 (9.328 min): BN031330.D\data.ms (-1072) (-) m/z 125.00 100.00%
125.0
5000
89.0 160.0
AR RRR R R
39.0 ‘ 9.00 9.20 9.40 9.60
et bbb (20T0 2808 s 160,00 34.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 L B R I B
89,0 160.0 9.00 9.20 9.40 9.60
m/z 127.00 30.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36617: Benzene, 1,2-dichloro-4-methyl-
125.0
TR e
160.0 9.00 9.20 9.40 9.60
5000 m/z 89.00 30.23%
89.0
44.0 H ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36610: Benzene, 1,2-dichloro-3-methyl- R RREEEEL
125.0 9.00 9.20 9.40 9.60
m/z 161.90 23.70%
5000 89.0
160.0
39.0 ‘ ‘
Hw‘uﬂwﬁﬂumwwhﬂuu‘ﬁuw‘uw‘H_H‘_H‘_HW‘HW‘HWH e P
m/z--> 20 40 60 80 100120140160180200220240260280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 7 Benzene, 1,4-dichloro-2-met... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.375 2.49 ng/ul 217794  Naphthalene-d8 10.422

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6CI2 032768-54-0 97
2 Benzene, 1,4-dichloro-2-methyl- 160 C7H6CI2 019398-61-9 96
3 Benzene, 1,2-dichloro-3-methyl- 160 C7H6CI2 032768-54-0 96
4 Benzene, 1l-chloro-2-(chloromethyl)- 160 C7H6CI2 000611-19-8 96
5 Benzene, 1,2-dichloro-3-methyl- 160 C7H6CI2 032768-54-0 96
Abundance Scan 1086 (9.375 min): BN031330.D\data.ms (-1082) ()|  m/z 125.00 100.00%
125.0
5000 159.9
89.0
63.0 R SRR R
39.0 \‘ 9.00 9.20 9.40 9.60
bt e ol bl 918 sz 159,00 43.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 L L N B R
89,0 160.0 9.00 9.20 9.40 9.60
0
63.0 m/z 89.00 34.57%
39.0 ‘
\\\‘\\\\“1\”\\“\\\\‘\\\\‘\\\\“H\\\‘\\\\““}\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36608: Benzene, 1,4-dichloro-2-methyl-
125.0
R R m e RER
160.0 9.00 9.20 9.40 9.60
5000 m/z 126.95 31.51%
89.0
63.0
39.0 ‘
150 il do W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36618: Benzene, 1,2-dichloro-3-methyl- e e
125.0 9.00 9.20 9.40 9.60
m/z 161.95 31.21%
160.0
5000
630 890
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 Benzene, 1-bromo-4-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.416  10.02 ng/ul 878135 Naphthalene-d8 10.422

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrcClI 000106-39-8 98
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCI 000694-80-4 98
3 Benzene, 1-bromo-2-chloro- 190 C6H4BrClI 000694-80-4 95
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrClI 000108-37-2 95
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrcClI 000106-39-8 95
Abundance Scan 1093 (9.416 min): BN031330.D\data.ms (-1088) (-) m/z 191.85 100.00%
191.8
110.9
5000 75.0
37_0‘ ‘ ‘ 1540 9.00 9.20 9.40 9.60 9.80
S e e 2O0S 2669 s; 189,00 78.18%
miz--> 50 100 150 200 250
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0
5000 D L L B R
750 9.00 9.20 9.40 9.60 9.80
m/z 110.90 67.60%
T T 3\?\.()‘“‘ T \“‘\ L T H‘ \“ T T \1?5\.0\ T ‘ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
T e
111.0 9.00 9.20 9.40 9.60 9.80
5000 75.0 m/z 75.00 49.36%
miz--> 50 100 150 200 250
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0 9.00 9.20 9.40 9.60 9.80
m/z 74.00 23.64%
111.0
5000 75.0
mlz--> 50 100 150 200 250 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\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 11 Benzene, 1-chloro-3-nitro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.004 40.05 ng/ul 3509530 Naphthalene-d8 10.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-3-nitro- 157 C6H4ACINO2 000121-73-3 97
2 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 96
3 Benzene, 1-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 C6H4ACINO2 000100-00-5 91
Abundance Scan 1363 (11.004 min): BN031330.D\data.ms (-1356) (- | m/z 111.00 100.00%
111.0
75.0
157.0
5000
50.0
| | oo
o"“‘Hm,uuk‘,wH":‘m"MJH_1?%?””_”“1‘9‘1‘1_”‘ m/z 75.00  78.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0
5000
11 00
50.0 m/z 157.00 58.34%
”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34186: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0 11.00
5000 m/z 112.95 32.47%
50.0
Y00 O T N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34193: Benzene, 1-chloro-3-nitro- !
111.0 11.00
75.0 157.0 m/z 49.95 26.17%
5000
50.0
P SAEDi
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 12 Benzene, 1-chloro-2-nitro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.216  10.05 ng/ul 880805 Naphthalene-d8 10.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-2-nitro- 157 C6H4ACINO2 000088-73-3 99
2 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 98
3 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 97
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 97
5 Benzene, 1-chloro-4-nitro- 157 C6H4ACINO2 000100-00-5 97
Abundance Scan 1399 (11.216 min): BN031330.D\data.ms (-1392) (- 75.00 100.00%
78.0
111.0
157.0
5000
| W irso
38.0 ‘ ;
i Li ‘ L 2089  28L:  n/7 111.00  80.94%
miz--> 50 100 150 200 250
Abundance #34188: Benzene, 1-chloro-2-nitro-
q
780 1110 15,
5000
11.00 11.50
m/z 157.0 62.76%
Ll
T T ! H\‘ ““ \h“ H “‘ ‘ T T \ \ ‘ ‘i T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #34184: Benzene, 1-chloro-2-nitro-
75.0 111.0 157.0 K
i R S
11.00 11.50
5000 m/z 99.00 52.27%
30.0
| \“ ik “H‘\‘\‘ ’\‘ : - e e .
miz--> 50 100 150 200 250 /\
Abundance #34187: Benzene, 1-chloro-2-nitro- A A e e e 4
75.0 11.00 11.50
0,
111.0 m/z 50.00 33.90%
5000 157.0
30.0
‘m m“ ‘h\ ‘H‘\‘\‘ \‘ ‘\‘ . “‘ 1 ‘ \“ T T — . ‘ . ; ‘ .
miz--> 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 13 4-Chloro-2-nitrophenol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.693 4.90 ng/ul 429405 Naphthalene-d8 10.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 99
2 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 94
3 Phenol, 5-chloro-2-nitro- 173 C6H4CINO3 000611-07-4 91
4 2-Chloro-6-nitrophenol 173 C6H4CINO3 000603-86-1 90
5 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 81
Abundance Scan 1480 (11.693 min): BN031330.D\data.ms (-1467) (- | m/z 172.95 100.00%
63.0 172.9
99.0
5000 225 9
143.0 - _——
L)) |
_—r A, kul”‘ww bl b b e 8L sz 63.00 89.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48502: 4-Chloro-2-nitrophenol
173.0
63.0
5000 /k T U
99.0 11.50 12.00
143.0 0
30.0 ‘ ‘ m/z 99.00 50.69%
H\“\WH‘H‘HH‘\‘\“H\H‘i\‘\‘H‘”\H\"\h“\\i‘\‘\\!“H\‘H\\H‘H\\’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48503: 4-Chloro-2-nitropheno
173.0 /\
Coe ey
11.50 12.00
63.0
5000 m/z 114.90 39.16%
99.0
30.0 143.0
B s N A A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48505: Phenol, 5-chloro-2-nitro- D oy
173.0 11.50 12.00
63.0 m/z 225.90  38.55%
5000 143.0
99.0
AT U — —
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 14 2H-1-Benzopyran, 3,4,4a,5,6... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.392 10.30 ng/ul 1563140  Phenanthrene-d10 17.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 53
2 6-Chloro-1,2,3,4-tetrahydrocarba... 205 C12H12CIN 036684-65-8 38
3 Benzoic acid, 2-chloro-5-tetrazo... 238 C9H7CIN402 1010310-73-5 22
4 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 15
5 1,2,2-Trimethyl-3-trifluoromethy... 224 C10H12F40 1010322-33-7 15
Abundance Scan 2619 (18.392 min): BN031330.D\data.ms (-2607) (- | m/z 178.80 100.00%
178.8
5000 j\
= P
3048 355, 18.00 18.50
: m/z 176.90 76.78%
miz--> 50 100 150 200 250 300 350
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,
179.0
5000 — o
69.0 18.00 18.50
bo. 107.0 m/z 180.80 45.02%
“H‘m““\‘\““““““““‘
miz--> 50 100 150 200 250 300 350
Abundance #81301: 6-Chloro-1,2,3,4-tetrahydrocarbazole
177.0
o P
18.00 18.50
5000 m/z 204.90 43.88%
B
m/z--> 50 100 150 200 250 300 350
Abundance #121658: Benzoic acid, 2-chloro-5-tetrazol-1-yl-, methyl € — e
179.0 18.00 18.50
m/z 202.90 35.04%
5000 124.0
59.0
— wh “M“‘mh} ‘u‘ ‘1“‘1“\ IO | N ‘h!\ ‘2‘3%?‘ e - e
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 15 1,6,11-Trioxacyclopentadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.363 3.45 ng/ul 514384  Chrysene-di12 21.251
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 91
2 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 91
31,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 87
41,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 83
5 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 74

Abundance Scan 3124 (21.363 min): BN031330.D\data.ms (-3120) (- | m/z  71.00 100.00%
71.0
5000 JL
2100 2150
143.0 | . :
owm‘“ﬂ“u W i 2080 264.9 3409 414 .7 73.00 43.93%
miz--> 50 100 150 200 250 300 350 400
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 — ——
21.00 21.50
m/z 54.95 37.20%
27.%l \‘W‘l‘\]_\z\g.\o‘]\-??.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0
— e
21.00 21.50
5000 m/z 43.05 20.93%
‘ ‘ 143.0
ki by 21502610 s190
m/z--> 50 100 150 200 250 300 350 400
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane - =
71.0 21.00 21.50
m/z 41.00 18.35%
5000
‘ ‘ 143.0
Ll gl 215026303070 SUN LI
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acq On : 30 Apr 2024 21:14
Operator : MA/JU

Sample 1 P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 16 1,6,11,16,21,26-Hexaoxacycl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24 .568 4.17 ng/ul 557704  Perylene-di12 24.139
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 83
2 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 80
31,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 80
4 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 53
5 Acrolein,dimethyl acetal 102 C5H1002 006044-68-4 50
Abundance Scan 3669 (24.568 min): BN031330.D\data.ms (-3663) (- | m/z  71.00 100.00%
71.0
5000 /k
2450 |
.0 207.0 :
maH“,L LL 0 2070 2810 3560 4149 475. 1/, 7300 38.36%
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
5000 — :
24.50
m/z 55.00 34.77%
‘ ‘ 143.0
\\\\““’i\ \L\L‘\\‘\‘M\ \h‘\\\\2‘]_\5\.\()\‘\\\3\(‘)7\-\0\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
T I
24.50
5000 m/z 43.00 19.03%
ool ||| yp200
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon — ‘
71.0 24.50
m/z 42.05 17.53%
5000
143.0
." ‘I L n‘\ ] ‘\ 215'0 315.0 377.0
ety e e e e e T e e
m/z--> 50 100 150 200 250 300 350 400 450 24.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN043024\
Data File : BN031330.D

Acg On : 30 Apr 2024 21:14
Operator : MA/JU

Sample : P2269-05RE

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN042924 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... 9.104 17.9 ng/ul 1564260 2 10.422 1752500 20.0
Benzene, 1,2-di... 9.328 3.9 ng/ul 338140 2 10.422 1752500 20.0
Benzene, 1,4-di... 9.375 2.5 ng/ul 217794 2 10.422 1752500 20.0
Benzene, 1-brom... 9.416 10.0 ng/ul 878135 2 10.422 1752500 20.0
Benzene, 1-chlo... 11.004 40.0 ng/ul 3509530 2 10.422 1752500 20.0
Benzene, 1-chlo... 11.216 10.1 ng/ul 880805 2 10.422 1752500 20.0
4-Chloro-2-nitr... 11.693 4.9 ng/ul 429405 2 10.422 1752500 20.0
2H-1-Benzopyran... 18.392 10.3 ng/ul 1563140 4 17.010 3036260 20.0
1,6,11-Trioxacy... 21.363 3.5 ng/ul 514384 5 21.251 2977680 20.0
1,6,11,16,21,26... 24.568 4.2 ng/ul 557704 6 24.139 2672520 20.0
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