LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : P1642-07

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_ M\Methods\SFAM-EPA-BM030524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44522.D\data.ms

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

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

1 3.287 30 34 46 rVB 72484 114703 0.10% 0.020%
2 3.687 99 102 120 rBV 347721 598072 0.54% 0.107%
3 5.093 333 341 347 rBV 26324119 82475095 74.65% 14.713%
4 6.428 562 568 574 rBV 305384 473532  0.43% 0.084%
5 6.716 613 617 623 rVB 94949 158385 ©.14% 0.028%
6 6.910 644 650 661 rBV2 135885 267703 0.24% 0.048%
7 7.093 672 681 692 rBV 1058681 1905757 1.72%  0.340%
8 7.275 705 712 723 rBV 474043 867541 0.79% 0.155%
9 7.463 738 744 755 rVB 73297 153453 0.14% 0.027%
10 7.640 762 774 785 rBV 22278507 59048938 53.44% 10.534%
11 7.787 785 799 807 rBV 23902006 99158837 89.75% 17.690%
12 7.851 809 810 812 rVB 21040557 8288853 7.50% 1.479%
13 8.110 843 854 863 rBV 23728763 110488884 100.00% 19.711%
14 8.440 903 910 923 rVB 435167 729705 0.66% 0.130%
15 8.898 980 988 991 rBV 1241134 2135823 1.93% 0.381%
16 8.940 991 995 1003 rVB 2860103 4556966 4.12% 0.813%
17 9.222 1035 1043 1049 rBV 858802 1411440 1.28% 0.252%
18 9.439 1071 1080 1084 rBV 198112 334041 0.30% 0.060%
19 9.487 1084 1088 1091 rVV 193195 357451 0.32% 0.064%
20 9.528 1091 1095 1102 rVB 430163 762889 0.69% 0.136%
21  9.610 1102 1109 1114 rBV 459139 821880 0.74% 0.147%
22 9.657 1114 1117 1123 rVB 121078 184703 0.17% 0.033%
23 9.892 1150 1157 1164 rVB 70633 125864 0.11% 0.022%
24 10.139 1192 1199 1207 rBV 648244 1129204 1.02% 0.201%
25 10.398 1231 1243 1247 rBV 23101401 73100579 66.16% 13.041%

26 10.528 1258 1265 1271 rBV 1206464 1879776 1.70%  ©.335%
27 10.663 1280 1288 1299 rBV 1083790 1855649 1.68% 0.331%
28 10.910 1318 1330 1339 rBV 18408250 37136676 33.61% 6.625%

29 11.122 1358 1366 1374 rBV 1672194 2713883 2.46%  0.484%
30 11.333 1393 1402 1412 rBV2 355754 665577 ©0.60% 0.119%
31 11.810 1471 1483 1492 rBV5 78622 205730 0.19% ©0.037%
32 12.045 1515 1523 1537 rBV 315240 638491 0.58% 0.114%
33 12.510 1594 1602 1603 rBV2 373868 513623 0.46% 0.092%
34 12.545 1603 1608 1615 rVV 2607287 4140587 3.75% ©.739%
35 12.792 1644 1650 1657 rBV 77286 145542 0.13% ©0.026%

36 13.157 1699 1712 1723 rBV 6775474 10415722 9.43% 1.858%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : P1642-07

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_ M\Methods\SFAM-EPA-BM030524.MA.M
Title : SVOA CALIBRATION
37 13.786 1808 1819 1825 rBV 2625719 3838712 3.47% 0.685%
38 14.063 1858 1866 1875 rBV 3004842 4614663 4.18% 0.823%
39 14.363 1910 1917 1932 rBV 1704810 2561656 2.32% 0.457%
40 14.680 1965 1971 1976 rVB 249405 369456 ©.33% 0.066%
41 14.857 1996 2001 2010 rBvV2 73312 119601 0.11% 0.021%
42 15.363 2080 2087 2093 rBV 3994636 5691998 5.15% 1.015%
43 15.486 2103 2108 2119 rVW 517756 765859 0.69% 0.137%
44 17.115 2379 2385 2396 rBV 2007248 2890178 2.62% 0.516%
45 17.215 2396 2402 2414 rVV 4378140 6173941 5.59% 1.101%
46 18.021 2532 2539 2546 rBV2 72930 121318 0.11% 0.022%
47 18.492 2614 2619 2627 rVB 872119 1174211 1.06% ©0.209%
48 18.986 2696 2703 2709 rVB 213387 291949 0.26% 0.052%
49 19.515 2786 2793 2802 rBV 5194756 7219532 6.53% 1.288%
50 21.039 3048 3052 3060 rBV3 67672 119011 0.11% 0.021%
51 21.303 3092 3097 3105 rBV 2254785 3033841 2.75% 0.541%
52 21.409 3111 3115 3120 rBV 681617 782453 0.71% 0.140%
53 23.415 3448 3456 3464 rBV 3626165 6780586 6.14% 1.210%
54 23.556 3473 3480 3492 rVB 1524712 3011158 2.73% ©0.537%
55 23.821 3520 3525 3534 rVB 570816 1019453 0.92% 0.182%

Sum of corrected areas: 560541130
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM044522.D\data.ms
5.093
7.64 '
711851
2e+07 10.910
1.5e+07
1le+07
5000000
8.940 -
1.1
7093, 8.898 o 134101826863
3.287 3.687 6.428%.76@10,- 7§1¢3L 8.440 a0y 839 1333 118
0 \T\‘\\\\‘\\\\‘\\\\’\L\\‘\\\\‘\\\\j_v—"\’“v"\“rq\\‘r/\\‘r"‘ﬂ\\ T_VJ\\’AY_Y_Y’\*’_‘Y*\/L!‘\‘\W_Y"T—’_\/\’V_F\L’/_\‘T/\\‘F\T\/p-f\/\l_'_v_r)\‘
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM044522.D\data.ms
2.5e+07
2e+07
1.5e+07
1e+07
13.157
19.515
5000000 15.363 17.215
12.545 13.784-063
14.363 17.115 18.492
12045 12-#1@.792 || 146857 15486 18.021 )~ ° 18.986
\‘\\\\‘\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘”\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 12.00 1250 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
Abundance TIC: BM044522.D\data.ms
2.5e+07
2e+07
1.5e+07
le+07
5000000 23.415
21.303 556
2193&&A09 %EﬁZl
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 6
R.T. EstConc Area Relative to ISTD R.T.
9.222 15.02 ng/ul 1411446  Naphthalene-d8 10.528

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 98
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 96
Abundance Scan 1043 (9.222 min): BM044522.D\data.ms (-1035) (-) m/z 191.90 100.00%
191.9
111.0
75.0
5000
Rmaas e
38.0 ‘ 154.9 ‘ 8.80 9.00 9.20 9.40 9.60
O bt bt A 3929 L2209 2666 o 910,95 79.97%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 75.0 RERREEE SR s e
8.80 9.00 9.20 9.40 9.60
m/z 189.90  74.73%
37\\'0\‘\ \“ T \‘ 155.0 Il
0\\H‘HH‘H\‘\‘HHMH‘\‘H‘H‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0 BB B
8.80 9.00 9.20 9.40 9.60
5000 750 m/z 75.00 55.73%
38.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0 8.80 9.00 9.20 9.40 9.60
75.0 m/z 50.00 31.74%
5000
38.0
L1 H\ L 1550 |
O e e e e REASE AR EEaEs s n
m/z--> 20 40 60 80 100120140160180200220240260 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57

Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1,2-dichloro-3-met... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.439 3.55 ng/ul 334041 Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 97
3 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 97
4 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
5 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
Abundance Scan 1080 (9.439 min): BM044522.D\data.ms (-1071) (-) m/z 125.00 100.00%
125.0
5000
89.0 159.9
R R e RN
‘ 9.20 9.40 9.60 9.80
oL 2 \‘ A L ool B 1909 28LE n; 159,90 34.32%
miz--> 50 100 150 200 250
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 L B LI B LA BN R U
89.0 160.0 9.20 9. 40 9.60 9.80
m/z 127.0 30.55%
44.0 ‘ ‘
O\\\\““ \‘\M\‘“}‘ \\M‘\\’U“\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250
Abundance #36608: Benzene, 1,4-dichloro-2-methyl-
125.0
“H‘H‘w“u,u‘w“
160.0 9.20 9.40 9.60 9.80
5000 m/z 89.00 30.11%
89.0
44.0
oL— H | ‘\H‘ Al ‘\‘ : ‘\\“‘ — U\\ —— —
miz-> 50 100 150 200 250 j\
Abundance #36607: Benzene, 1,3-dichloro-5-methyl- R ERRRE RS L
125.0 9.20 9.40 9.60 9.80
m/z 161.90 22.83%
160.0
5000
89.0
obao S 0 W
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_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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-chloro-3-(chloro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.487 3.80 ng/ul 357451 Naphthalene-d8 10.528

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-3-(chloromethyl)- 160 C7H6C12 000620-20-2 96
2 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
3 Benzene, 1-chloro-2-(chloromethyl)- 160 C7H6C12 000611-19-8 95
4 Benzene, 1-chloro-4-(chloromethyl)- 160 C7H6C12 000104-83-6 95
5 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 95
Abundance Scan 1088 (9.487 min): BM044522.D\data.ms (-1084) (-) m/z 124.95 100.00%
125.0
159.9
63'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
39.0 ‘ 9.20 9.40 9.60 9.80

bt e bl el My 2078 /7 159,90 48.29%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36626: Benzene, 1-chloro-3-(chloromethyl)-
125.0
5000 L L L L L BN LR
9.20 9.40 9.60 9.80
89.0 160.0 m/z 89.00 40.33%
39.0 630 ‘ ‘ M
O\‘\\\\“’}\h\\“\\\‘1‘\1‘\\“\\\\‘\!‘\\‘\\\\“\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36616: Benzene, 1,4-dichloro-2-methyl-
125.0 j\
Crrpe e
9.20 9.40 9.60 9.80
5000 160.0 m/z 126.95  35.41%
63.0 89.0
39. ‘ ‘
Ot g Ml M s
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #36619: Benzene, 1-chloro-2-(chloromethyl)- R E  RARNERESSE TS
125.0 9.20 9.40 9.60 9.80
m/z 161.90 28.78%
5000
89.0 160.0
39.0 63.0 ‘ M
) NN VAR RN VPR SN | RN— SNDURNY HS W— LY
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_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Peak Number 7 Benzene, 1-bromo-4-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.528 8.12 ng/ul 762889  Naphthalene-d8 10.528

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-2-chloro- 190 C6H4BrCl 000694-80-4 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 96
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 96
Abundance Scan 1095 (9.528 min): BM044522.D\data.ms (-1091) (-) m/z 191.85 100.00%
191.8
110.9
5000 75.0 J\
50.0 —+L
‘ 154.8 950
Obrrrrrrty et it bbbt e 2250 m/z 189.85  75.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 75.0 \
9 50
50.0 m/z 110.90  68.48%
0’1’1550 \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0 1
9.50
5000 750 m/z 75.00 49.,21%
50.0
o2s0 | L s
R e R R e ARARE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0 9.50
m/z 50.00 25.80%
111.0
5000 75.0
50.0
0 26'0\\ ‘\ I M el \‘ 155.0 L
9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 10 Benzene, 1-chloro-3-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.122  28.87 ng/ul 2713880  Naphthalene-d8 10.528
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 94
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 1366 (11.122 min): BM044522.D\data.ms (-1358) (- | m/z 110.95 100.00%
111.0
75.0
156.9
5000
‘ ‘ ‘ ( 11.00 11,50
om,mW“me‘w:‘uHM_MH_m,m“1‘9?‘93?99‘_”?,‘??” m/z 75.00 77.96%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0
5000
11.00 11.50
m/z 156.90 54.48%
i I T
O\H’H‘\\H‘\\‘H‘H\H‘\H“\H‘Hl\‘\‘\‘H‘HH"H\\‘\H\‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #34193: Benzene, 1-chloro-3-nitro-
111.0 ]L
75.0 157.0 T L
11.00 11.50
5000 m/z 112.90 32.32%
30.0 ‘ ‘
om,u“WMHHJH_MH“w_‘m_m,mWww_ww,w
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #34186: Benzene, 1-chloro-3-nitro-
111.0 11.00 11.50
m/z 50.00 26.86%
75.0 157.0
5000
30.0
om,mW“wm‘!_hHLHl‘_MH_m,mWm‘w_ww,w
m/z--> 20 40 60 80 100120140160180200220240260 11 00 ll 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 11 Benzene, 1-chloro-2-nitro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.334 7.08 ng/ul 665577  Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 98
2 Benzene, 1-chloro-2-nitro- 157 C6H4ACINO2 000088-73-3 97
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 95
Abundance Scan 1402 (11.333 min): BM044522.D\data.ms (-1393) (- | m/z 74.95 100.00%
78.0
110.9
156.9
5000
50.0
— —
‘ H ‘ ‘ ‘ ‘ 11.00 11.50
bt e W 1929 7 110,90 76.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34188: Benzene, 1-chloro-2-nitro-
78.0
111.0 157.0
5000 — —
50.0 11.00 11.50
‘ m/z 156.90  58.36%
0 \\\‘2\7\.‘9\”“ \‘\“\\““MHM“‘H\“‘\ \‘1‘\’\1‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34187: Benzene, 1-chloro-2-nitro-
75.0 j\7
— A
111.0 11.00 11.50
5000 157.0 m/z 99.80  49.92%
50.0
NI
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ /\
Abundance #34190: Benzene, 1-chloro-4-nitro- — L
=
75.0 111.0 157.0 11.00 11.50
m/z 50.00 36.42%
5000 50.0
obere 200 Ly A u 4L i
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 12 4-Chloro-2-nitrophenol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.810 2.19 ng/ul 205730  Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 95
2 2-Chloro-6-nitrophenol 173 C6H4CINO3 000603-86-1 90
3 2-Chloro-5-nitrophenol 173 C6H4CINO3 000619-10-3 68
4 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 64
5 Phenol, 5-chloro-2-nitro- 173 C6H4CINO3 000611-07-4 64
Abundance Scan 1483 (11.810 min): BM044522.D\data.ms (-1471) (- | m/z 63.00 100.00%
63.0 172.8
225.8
5000 98.9
144.9
NNV WYPL WL
380” | 11.50 12.00
oww“w“‘ b m/z 172.85  95.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48502: 4-Chloro-2-nitrophenol
173.0
63.0
5000 A S N
9.0 11.50 12.00
143.0 . .60%
30.0 m/z 225.80 71.60
0 T \“ \‘V‘\ \m‘ T \“H\ HH\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48498: 2-Chloro-6-nitrophenol
63.0 173.0 /\
— ——5
11.50 12.00
5000 99.0 m/z 98.90 44 ,19%
143.0
L W
o \‘wu‘hH‘H“_‘H,‘th“w‘u‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48501: 2-Chloro-5-nitrophenol — A =
990 173.0 11.50 12.00
63.0 ' m/z 223.80 41.16%
5000 127.0
= |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.045 6.79 ng/ul 638491 Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Isopropylquinoline 171 C12H13N 000135-79-5 38
2 Cyclopentanone, O-(trimethylsily... 171 C8H17NOSi 026208-87-7 32
3 Chloroxylenol 156 C8H9C1O0 000088-04-0 32
4 Benzene, 1l-chloro-4-methoxy-2-me... 156 C8H9C10 013334-71-9 32
5 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
Abundance Scan 1523 (12.045 min): BM044522.D\data.ms (-1515) (- | m/z 156.00 100.00%
156.0
5000 115.0
78.0
\
39.0 ‘ ‘ . 12 00
Olrrepromepreb et b by b 3928, 2808 s7 115,00 47.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46454: 6-Isopropylquinoline
156.0
5000 cs :
12.00
m/z 171.00  31.57%
39. 77.0 12( 0 ‘
O \\\‘\H\“\\“\\’\\\w“‘\\\\‘\\\\‘\\\\‘\\\ "HH‘\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46836: Cyclopentanone, O-(trimethylsilyl)oxime
75.0 156.0
RN T
12.00
5000 m/z 158.00 31.50%
45.0
01,,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33666: Chloroxylenol — ‘
121.0 156.0 12.00
m/z 78.00  28.14%
5000
39.0 91.0
O berrprrbepbebifhrergrtbeperreferr frretree e ey —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 14 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.492 8.13 ng/ul 1174210  Phenanthrene-d10 17.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(4-Chlorophenyl)-1H-1,2,4-tria... 179 C8H6CIN3 023195-59-7 35
2 6-Chloro-1,2,3,4-tetrahydrocarba... 205 C12H12CIN 036684-65-8 35
3 3-Chloro-5-phenyl-1H-1,2,4-triazole 179 C8H6CIN3 031803-05-1 27
4 Benzoic acid, 2-chloro-5-tetrazo... 238 C9H7CIN402 1010310-73-5 27
5 Octamethyl-1,4-cyclohexadiene 192 C14H24 172684-93-4 25
Abundance Scan 2619 (18.492 min): BM044522.D\data.ms (-2614) ({ m/z 178.80 100.00%
178.8
5000 J\\
=
18.50
0" m/z 176.80  74.15%
m/z--> 50 100 150 200 250 300
Abundance #54082: 3-(4-Chlorophenyl)-1H-1,2,4-triazole
179.0
5000 T T T T ’\J\\\"
138.0 18.50
42.0 m/z 180.80  47.96%
90.0 ‘
oL ‘L\ ‘\““h‘\‘ml “\ Lol u} ‘u\‘ 4+
miz-> 50 100 150 200 250 300
Abundance #81301: 6-Chloro-1,2,3,4-tetrahydrocarbazole
177.0
T
18.50
5000 m/z 204.80 38.02%
63.0 115.0
o |
m/iz--> 50 100 150 200 250 300
Abundance #54080: 3-Chloro-5-phenyl-1H-1,2,4-triazole b
104.0 179.0 18.50
m/z 64.95 35.94%
5000
51.0
144.0
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 17

R.T. EstConc Area Relative to ISTD R.T.
18.986 2.02 ng/ul 291949  Phenanthrene-die 17.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 80
2 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 80
31,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 59
4 1-Penten-3-o0l, 2-methyl- 100 C6H120 002088-07-5 53
5 Glutaric acid, ditetrahydrofurfu... 300 C15H2406 1000359-67-4 50

Abundance Scan 2703 (18 986 min): BM044522.D\data.ms (-2696) (- | m/z 71.00 100.00%
71.0
5000
J‘L 19.00
143.1 .
. ‘ | . 431 2070 2688  356L ./, 73.00  49.86%
miz--> 50 100 150 200 250 300 350
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 T
19.00
m/z 54.95 47.70%
miz--> 100 150 200 250 300 350
Abundance #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0
e
19.00
5000 m/z 43.00 27.98%
0,220 | | \ \‘ ol M 215.0 261.0 303.0  360.
ey e i e S A
m/z--> 50 100 150 200 250 300 350
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane —
71.0 19.00
m/z 40.95 26.58%
5000
143.0
0h290, | | \‘ d h 215.0 263.0 307.0
B e =
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample : Pl1642-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 1,6,11,16,21-Pentaoxacyclop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.409 5.16 ng/ul 782453  Chrysene-di12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 91
2 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 87
31,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 86
4 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 64
5 Methylamine, N-(1-methylhexylide... 127 C8H17N 022058-71-5 47

Abundance Scan 3115 (21.409 min): BM044522.D\data.ms (-3111) (- m/z 70.95 100.00%
71.0
5000
21'50
143.0 | :
ol \”"L 1 | 120 2070 2820 3550 4310489 .., 73,00  42.75%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 L
21.50
m/z 55.00 39.86%
()l-glililI \\\J}]\-?Wg;o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0
e
21.50
5000 ITI/Z 43.00 21.02%
143.0
0 H“I JL il 215.0 289.0 360.0
R i B e e e R RER AR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane =
71.0 21.50
m/z 41.00 18.24%
5000
‘ ‘ 143.0
Okl gl 2150 3070 L
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 06

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM030624\
BM044522.D

Mar 2024 18:57

: MA/JU
. P1e42-07

. 13

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .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 17 1,6,11,16,21,26-Hexaoxacycl... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.821 6.77 ng/ul 1019450  Perylene-di12 23.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 91
2 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
31,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 59
4 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 58
51,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 53

Abundance Scan 3525 (23.821 min): BM044522.D\data.ms (-3520) (- m/z 71.00 100.00%

71.0
5000

[|[] 229 2810 23.50 24.00
4 L A7 21502810 3550 4609 534 ... 7300  39.38%

mlz--> 100 150 200 250 300 350 400 450 500
Abundance #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0

o

5000 - —
23.50 24.00
m/z 55.00 33.87%
143.0
OL *4“wM\H‘?ﬁgﬁw“ﬁqu‘w“w“H\‘H‘\H‘w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
2550 2400
5000 ITI z 43.00 18.64%
0“! iw}?%?‘w*\*H*\*H*\*H*\*H*!*H*\‘H*\H**v J/KVAF%A/\NMM/\/\V
m/z--> 100 150 200 250 300 350 400 450 500
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0 2350 2400

m/z 42.00 15.40%

5000 m
I\ J‘\ Il h 215.0 289.0 360.0

0Lk H_H‘_m_m_m_mw‘,w_ww,
miz--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00

e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30624\
Data File : BM@44522.D

Acqg On : 06 Mar 2024 18:57
Operator : MA/JU

Sample . Pl1642-07

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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... 9.222 15.0 ng/ul 1411440 2 10.528 1879780 20.0
Benzene, 1,2-di... 9.439 3.5 ng/ul 334041 2 10.528 1879780 20.0
Benzene, 1-chlo... 9.487 3.8 ng/ul 357451 2 10.528 1879780 20.0
Benzene, 1-brom... 9.528 8.1 ng/ul 762889 2 10.528 1879780 20.0
Benzene, 1-chlo... 11.122 28.9 ng/ul 2713880 2 10.528 1879780 20.0
Benzene, 1-chlo... 11.334 7.1 ng/ul 665577 2 10.528 1879780 20.0
4-Chloro-2-nitr... 11.810 2.2 ng/ul 205730 2 10.528 1879780 20.0
unknown-01 12.045 6.8 ng/ul 638491 2 10.528 1879780 20.0
unknown-02 18.492 8.1 ng/ul 1174210 4 17.115 2890180 20.0
1,6,11-Trioxacy... 18.986 2.0 ng/ul 291949 4 17.115 2890180 20.0
1,6,11,16,21-Pe... 21.409 5.2 ng/ul 782453 5 21.303 3033840 20.0
1,6,11,16,21,26... 23.821 6.8 ng/ul 1019450 6 23.556 3011160 20.0
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