LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc :

ALS Vvial : 35 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-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43417.D\data.ms

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

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

1 3.810 102 106 126 rBV 2545631 4064667 ©0.59% 0.167%
2 5.293 349 358 378 rBV 36002849 61481169 8.95% 2.530%
3 7.157 667 675 692 rVB 3331422 5895797 0.86% 0.243%
4 7.345 698 707 718 rBV 2088654 4688363 0.68% 0.193%
5 7.534 730 739 750 rBV 2632163 5794711 0.84% 0.238%
6 7.910 789 803 817 rBV2 35189384 155016954 22.56% 6.380%
7 8.075 817 831 845 rVV8 54935545 405346489 159.00% 16.683%
8 8.169 845 847 849 rVB2 50264742 35443944 5.16% 1.459%
9 8.710 932 939 957 rVB 3926395 6441119 0.94% 0.265%
106 9.181 1010 1019 1031 rBV 2515318 5388423 0.78% 0.222%
11  9.381 1041 1053 1065 rVB 759639 1482746 0.22% 0.061%
12 9.510 1065 1075 1087 rBV 26582621 47761354 6.95% 1.966%
13 9.739 1104 1114 1118 rBV 11158813 25816061 3.76% 1.063%
14 9.786 1118 1122 1124 rVV 13080061 23711843 3.45% 0.976%
15 9.828 1125 1129 1137 rVV 18449171 37294522 5.43% 1.535%

16 9.910 1137 1143 1144 rVV 1191079 2245221 0.33% 0.092%
17 9.951 1145 1150 1168 rVB 3640481 10680289 1.55% 0.440%
18 10.192 1181 1191 1210 rVB 2351744 8121850 1.18% 0.334%
19 10.457 1224 1236 1263 rBV 1189978 6550515 ©.95% 0.270%
20 10.716 1263 1280 1313 rBV6 55373908 687050745 100.00% 28.277%

21 10.916 1313 1314 1316 rVV 48273213 17409031 2.53% 0.717%
22 10.951 1316 1320 1324 rVV 3156107 3843268 0.56% 0.158%
23 11.004 1324 1329 1339 rVV 2972122 5872476 0.85% 0.242%
24 11.280 1360 1376 1386 rBV8 55178233 343730078 50.03% 14.147%
25 11.345 1386 1387 1390 rVB 52514635 21170542 3.08% 0.871%

26 11.933 1474 1487 1493 rVV 811095 1321568 ©.19% 0.054%
27 12.104 1505 1516 1524 rVB 1322427 3139196 0.46% 0.129%
28 12.375 1551 1562 1571 rBV 4257918 6767963 0.99% 0.279%
29 12.545 1584 1591 1607 rVB 4906165 8357971 1.22% 0.344%
30 12.804 1623 1635 1637 rBV 14672520 24954492 3.63% 1.027%

31 12.851 1637 1643 1648 rVV 49087588 98716453 14.37% 4.063%
32 12.904 1648 1652 1659 rVB 1934781 2774328 0.40% 0.114%
33 13.463 1729 1747 1751 rBV5 55589746 187593108 27.30% 7.721%
34 14.045 1841 1846 1853 rVB 5272086 7132116 1.04% ©.294%
35 14.321 1888 1893 1905 rVB 6315911 9419303 1.37% ©.388%

36 14.427 1905 1911 1923 rBV 957040 1969767 0.29% 0.081%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc :

ALS Vvial : 35 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-BM121523.MA.M
Title : SVOA CALIBRATION

37 14.627 1935 1945 1950 rVV 3029389 4806615 0.70% ©.198%
38 14.774 1958 1976 1973 rVVv2 391232 761716 ©.11% ©0.031%
39 14.827 1973 1979 1990 rVV 2461245 3825930 0.56% 0.157%
40 14.945 1991 1999 2005 rVV 32704669 50845121 7.40%  2.093%

41 15.616 2107 2113 2128 rVV 7481482 11398011 1.66% ©0.469%
42 15.733 2128 2133 2143 rVV 1886664 2629221 0.38% 0.108%
43 15.874 2149 2157 2162 rVB4 392746 834945 0.12% 0.034%
44 16.663 2285 2291 2299 rBV 816082 1283007 ©.19% ©0.053%
45 17.268 2385 2394 2401 rBV3 534050 1181347 ©.17% 0.049%
46 17.368 2405 2411 2416 rBV 3090502 4533555 0.66% 0.187%
47 17.468 2421 2428 2435 rBV 7169180 10240070 1.49% 0.421%
48 18.268 2557 2564 2568 rVV 682014 1106254 0.16% 0.046%
49 18.727 2633 2642 2647 rBV 2135742 2937924 0.43% 0.121%
50 19.751 2810 2816 2824 rVB 8094934 11125130 1.62% 0.458%
51 20.586 2953 2958 2963 rBV 6982611 8462943 1.23% ©.348%
52 20.733 2977 2983 2993 rVB 550022 1494121 0.22% 0.061%
53 21.168 3053 3057 3063 rBV 1309232 1612224 0.23% 0.066%
54 21.262 3068 3073 3083 rVB2 2062558 3448758 0.50% 0.142%
55 21.450 3097 3105 3111 rBV3 328809 936434 0.14% 0.039%
56 21.539 3116 3120 3136 rVB 3072030 4300492 0.63% 0.177%
57 22.197 3227 3232 3243 rVB3 671266 1346626 ©.20% ©0.055%
58 23.809 3499 3506 3516 rVB2 4595368 9089778 1.32% ©0.374%
59 23.962 3526 3532 3545 rVB 1951258 4007883 0.58% 0.165%
60 24.738 3660 3664 3676 rVB 348796 795363 ©.12% ©.033%

61 28.491 4297 4302 4318 rVB5 667869 2254072 ©.33% 0.093%

Sum of corrected areas: 2429705976
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043417.D\data.ms

8.075 10.T16 1117885
169

5e+07 0.916

4e+07
5.293 7.910

3e+07

2e+07

1le+07

3.810 7.15T7:534 8.710 ¢, 924 1 1019604
it %li’ /\%/‘5’

0\\‘\\A\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\’\\*‘r—v—r\y—v—\ﬁv—ﬁ_v*\‘v—fr \‘77\\\‘7\/7\ T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10. 50 11.00 11.50
Abundance TIC: BM043417.D\data.ms

13.463

5e+07 12.851

4e+07

14.945
3e+07

2e+07
12.804

1e+07 15.616 17.468 19.751 20.5¢
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O L L e v e AR e
Time~> 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650 17.00 17.50 1800 1850 19.00 1950 20.00 2050

Abundance TIC: BM043417.D\data.ms

5e+07
4e+07
3e+07
2e+07

1le+07
23.809
221363239 3.962
73325368550 22,197 2 24.738 28.491

0\\\‘\\\V\A‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘ﬁ_\‘\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ﬁ

Time--> 21.00 2150 22.00 2250 23.00 23.50 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\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1-bromo-4-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.510 248.55 ng/ul 47761400 Naphthalene-d8 10.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 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-2-chloro- 190 C6H4BrCl 000694-80-4 95
Abundance Scan 1075 (9.510 min): BM043417.D\data.ms (-1065) (-) m/z 192.00 100.00%
192.0
111.1
5000
50.0
—
+
ol b hau | 1529 2669  385. ./, 190.00 78.77%
miz--> 50 100 150 200 250 300 350
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0
5000
950
50.0 m/z 111.05 71.43%
OLZ\.\()\H\ ‘!“\\‘h\‘\”‘ 153-0 ‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 ‘9,‘50‘
5000 m/z 75.10 51.24%
50.0
0 0 |
m/z--> 50 100 150 200 250 300 350
Abundance #65032: Benzene, 1-bromo-4-chloro- T ‘
111.0 192.0 9.50
m/z 50.05 28.33%
17 /\\ JL
m/z--> 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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, 1,2-dichloro-3-met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.739 134.34 ng/ul 25816100 Naphthalene-d8 10.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
3 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
4 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
5 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 96

Abundance Scan 1114 (9.739 min): BM043417.D\data.ms (-1104) () | m/z 125.00 100.00%

125.0
5000
89.0 160.0
- ‘

39.0 \‘ I H‘ 208.0 266. 950 1000
O bbbt e e B O T Pon m/Z 160.00 35.92%
miz--> 20 40 60 80 100120140160 180200220 240 260
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
A
5000 R
160.0 10.00

89.0
m/z 89 05 32.13%
H‘w

]\-ﬁ’o\\\\"l\”\\“H\\\“\‘\\‘\\“\\\\“H\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36618: Benzene, 1,2-dichloro-3-methyl-
125.0

o

160.0 9.50 10.00
5000 m/z 127.00 32.07%
89.0
44.0 ‘
0 m,uu“‘,‘!ﬂ”\\‘“M\‘”\H”‘\‘u“‘uu“”iu,m\““lm‘uu‘uu‘uu,mwm
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36609: Benzene, 1,3-dichloro-2-methyl- e — /‘\
125.0 9.50 10.00

m/z 162.00  23.27%

5000
89.0 160.0
39 0
0 NI \“ bl ol il \M /\

m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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, 1,4-dichloro-2-met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.786 123.39 ng/ul 23711800 Naphthalene-d8 10.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
2 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
3 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 95
4 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 95
5 Benzene, 1-chloro-4-(chloromethyl)- 160 C7H6C12 000104-83-6 95
Abundance Scan 1122 (9.786 min): BM043417.D\data.ms (-1118) (-)) | m/z 125.00 100.00%
125.0
5000 891 160.0 ]v\
a1 ‘ 950 10,00
T Lad bl i 19182210 282. ./, 160,00  50.19%
miz--> 50 100 150 200 250
Abundance #36616: Benzene, 1,4-dichloro-2-methyl-
125.0
5000 160.0 —
950 1000
63.0 m/z 89.18  43.18%
0 ‘M‘H ‘H ”\‘”1‘ \\“\\‘W\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #36608: Benzene, 1,4-dichloro-2-methyl-
125.0
160.0 9.50 10.00
5000 m/z 127.00 33.15%
89.0
44.0
ol iy Lad TN SRR —
m/iz--> 50 100 150 200 250
Abundance #36607: Benzene, 1,3-dichloro-5-methyl- o
125.0 &50 1000
m/z 162.00 32.70%
160.0
5000
89.0
01‘4‘0‘ ‘\\ I ‘\H ‘\M‘uu \ ; ‘\“‘ — H\\‘ T — /\
m/z--> 50 100 150 200 250 10,00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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-bromo-3-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.828 194.08 ng/ul 37294500 Naphthalene-d8 10.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
2 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 95
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 95
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 94
Abundance Scan 1129 (9.828 min): BM043417.D\data.ms (-1125) (-) m/z 191.95 100.00%
191.9
111.0
5000 75.1
- ——
a7 ‘ ‘ ‘ 1540 ‘ 9.50 10.00
S e A9 2218 2671 5 189,95 77.86%
miz-> 50 100 150 200 250
Abundance #65036: Benzene, 1-bromo-4-chloro-
192.0
111.0
5000 - e
75.0 9.50 10.00
m/z 111.00 64.48%
Ot \H\. ‘!H\‘ \“‘\“\H" — \1‘55\.0\ T L LA A B B B
miz--> 50 100 150 200 250
Abundance #65030: Benzene, 1-bromo-3-chloro-
111.0 192.0
— ——
9.50 10.00
5000 75.0 m/z 75.10 44.93%
3?'0\‘\ ‘\ \ 155.0
0 e
miz--> 50 100 150 200 250
Abundance #65028: Benzene, 1-bromo-4-chloro- = S
192.0 9.50 10.00
111.0 m/z 193.90 25.01%
5000 75.0 /\
38.0 ‘ j\
ol B Ll wsso L
m/z--> 50 100 150 200 250 9.50 10.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 35

BM043417.D

: 19 Dec 2023 06:11
: MA/JU
. 05807-14

Sample Multiplier:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

ion Parameters:

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-4-met...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.192  42.27 ng/ul 8121850  Naphthalene-d8 10.951
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, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 96
4 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 96
5 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96

Abundance Scan 1191 (10.192 min): BM043417.D\data.ms (-1181) ({ m/z 124.95 100.00%
125.0
5000 160.0 /\/\
89.1 .
AT
39.0 ‘ , .
oLl ‘h \H Al \\ ‘u\“ — I ]‘-9‘0-‘9‘ e ‘28‘2-‘- m/z 160.00 36.23%
miz--> 50 100 150 200 250
Abundance #36618: Benzene, 1,2-dichloro-3-methyl-
125.0
160.0
5000 — —
9.0 1&00 10.50
m/z 89.10 32.55%
44.0 H
O T T T H‘\“ 4 \‘ \‘“ T HH ‘ T \““\ T ‘ T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #36608. Benzene, 1,4-dichloro-2-methyl-
125.0
— T
160.0 10.00 10.50
5000 m/z 127.00 31.70%
89.0
44.0
0259‘¢Jpwu%~ww . - S
m/iz--> 50 100 150 200 250 N
Abundance #36604: Benzene, 1,2-dichloro-4-methyl- — 7
125.0 10.00 10.50
m/z 161.95 22.46%
5000 160.0
89.0
38.0 ‘
ob——by L e — —r—
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.345 110.17 ng/ul 21170500 Naphthalene-d8 10.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Arsenic trichloride 180 AsCl3 007784-34-1 43
2 Arsenic trichloride 180 AsCl3 007784-34-1 43
3 Arsenic trichloride 180 AsCl3 007784-34-1 43
4 2-Thiophenesulfonyl chloride 182 C4H3C102S2 016629-19-9 10
5 1-Propene, 1,2-dichloro-1,3,3,3-... 182 C3Cl2F4 000431-53-8 9
Abundance Scan 1387 (11.345 min): BM043417.D\data.ms (-1386) (- | m/z 184.00 100.00%
184.0
145.1
5000
— ——
54‘-8 1 h 1100 11.50
Ob b ALl 21812840 293¢ ;945 05  74.85%
miz-> 50 100 150 200 250
Abundance #54260: Arsenic trichloride \J
145.0
5000{ 35.0 T T
50 180.0 11.00 11.50
" 110.0 m/z 147.05 55.19%
O T T T ‘\ ‘ T \‘ T T ‘ !‘ T T T “ T T \‘ T ‘ T T T T ’ T T T T \J
m/z--> 50 100 150 200 250
Abundance #54259: Arsenic trichloride
145.0
— ——
11.00 11.50
5000 180.0 m/z 182.05 23.70%
30 750 1100 |
ot e
miz--> 50 100 150 200 250
Abundance #54261: Arsenic trichloride — —
145.0 11.00 11.50
m/z 54.80 14.06%
5000 180.0
350 75.0 110.0
) S IS ' N — —
m/z--> 50 100 150 200 250 11.00 11.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:49 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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, 1,2,4-trichloro-3-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.933 6.88 ng/ul 1321576  Naphthalene-d8 10.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trichloro-3-methyl- 194 C7H5C13 002077-46-5 99
2 Benzene, 1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 98
3 Benzene, 1,3-dichloro-2-(chlorom... 194 C7H5C13 002014-83-7 98
4 Benzene, 1,2-dichloro-3-(chlorom... 194 C7H5C13 003290-01-5 95
5 2,4,5-Trichlorotoluene 194 C7H5C13 006639-30-1 95
Abundance Scan 1487 (11.933 min): BM043417.D\data.ms (-1474) (- | m/z 159.00 100.00%
159.0
5000 123.0 194.0 J\
61.0 A‘ :
1200
0 28U /7 161.00  62.92%
miz--> 0 50 100 150 200 250
Abundance #69659: Benzene, 1,2,4-trichloro-3-methyl-
159.0
5000 194.0
123.0 1200
61.0 m/Z 123.0 40.03%
I T J
O ‘ T m ‘ ‘ ‘ T \‘\ T ’ T T T ’ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #69658: Benzene, 1,2,3-trichloro-4-methyl-
159.0
1200
5000 m/z 194.00 39.14%
61.0 123.0 194.0
ok ‘Zﬁﬂ\\‘\m\;\ \H “‘HM‘H\H‘ ‘M‘ " B R R
m/iz--> 0 50 100 150 200 250 A
Abundance #69666: Benzene, 1,3-dichloro-2-(chloromethyl)- =
159.0 12.00
m/z 195.90  36.65%
5000
194.0
123.0
89.0
ol 0l b h b A
m/z--> 0 50 100 150 200 250 12.00

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:50 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 1-Bromo-2,3-dichlorobenzene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.104 16.34 ng/ul 3139200 Naphthalene-d8 10.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromo-2,3-dichlorobenzene 224 C6H3BrCl2 056961-77-4 99
2 Benzene, 4-bromo-1,2-dichloro- 224 C6H3BrCl2 018282-59-2 99
3 Benzene, 1-bromo-2,6-dichloro- 224 C6H3BrCl2 019393-92-1 99
4 1-Bromo-2,3-dichlorobenzene 224 C6H3BrCl2 056961-77-4 98
5 1-Bromo-2,4-dichlorobenzene 224 C6H3BrCl2 001193-72-2 98
Abundance Scan 1516 (12.104 min): BM043417.D\data.ms (-1505) (- | m/z 225.990 100.00%
225.9
145.0
5000 74.0
109.0
— —
37.0 12.00 12.50
190.9 :
[(JR— ‘M “‘w““w‘ e SR 2820 sz 223,90 61.97%
miz-> 50 100 150 200 250
Abundance #104678: 1-Bromo-2,3-dichlorobenzene
226.0
5000 145.0 —T 7
12.00 12.50
74,0 109.0 ‘ m/z 145.00  57.23%
O T T T \ ‘i T “h “ ‘HH T T T M‘ T T ]\-9\‘]“‘() T \mf‘ T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #104684: Benzene, 4-bromo-1,2-dichloro-
226.0
— —
12.00 12.50
5000 145.0 m/z 74.85 48.14%
74.0 109.0
0 ‘ ‘h‘ \‘H‘ dh s ‘HH“ : ‘ ‘]"9‘1"0‘ - ———
miz--> 50 100 150 200 250
Abundance #104686: Benzene, 1-bromo-2,6-dichloro-
226.0 12 OO 12 50
m/z 227.90  45.15%
5000
145.0
740 109.0
o0 || o
ot — —
m/z--> 50 100 150 200 250 12.00 12.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:52 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11

Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 13 Benzene, 1,2-dichloro-3-(ch... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.374  35.22 ng/ul 6767960  Naphthalene-d8 10.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trichloro-3-methyl- 194 C7H5C13 002077-46-5 98
2 Benzene, 1,2-dichloro-3-(chlorom... 194 C7H5C13 003290-01-5 97
3 Benzene, 1,2,3-trichloro-4- methyl— 194 C7H5C13 007359-72-0 97

4 Benzene, 1,3-dichloro-2-(chlorom... 194 C7H5C13 002014-83-7 97

5 2,4,5-Trichlorotoluene 194 C7H5C13 006639-30-1 94
Abundance Scan 1562 (12.375 min): BM043417.D\data.ms (-1551) (- | m/z 158.95 100.00%
158.9
5000 1230 194.0 J\
61.0 ]\
1200 1250
0l 28L0 'm/z 160.95 62.85%
miz--> 0 50 100 150 200 250
Abundance #69659: Benzene, 1,2,4-trichloro-3-methyl-
159.0
5000 194.0
123.0 12.00 12.50
61.0 m/z 194.00  38.12%
0 T \2\7\.q‘\ "h }m \“H h ‘“H\ M = \“‘\“\ "M\ L B s B
miz--> 0 50 100 150 200 250
Abundance #69667: Benzene, 1,2-dichloro-3-(chloromethyl)-
159.0
1200 1250
5000 ITI/Z 195.90 36.84%
89.0 123.0 194.0
I A O
miz--> 0 50 100 150 200 250
Abundance #69658: Benzene, 1,2,3-trichloro-4-methyl-
159.0 1200 1250
m/z 123.00 30.59%
5000
61.0 123.0 194.0
0 ‘%\w‘qum”\ H ‘H MH‘ \‘\\ 1 ‘H L ’ M‘ ——
m/z--> O 50 100 150 200 250 1200 1250

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:53 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11

Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Benzene, 1,2,3-trichloro-4-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.545 43.49 ng/ul 8357970  Naphthalene-d8 10.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trichloro-3-methyl- 194 C7H5C13 002077-46-5 99
2 Benzene, 1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 95
3 2,4,5-Trichlorotoluene 194 C7H5C13 006639-30-1 94
4 Benzene, 2,4-dichloro-1-(chlorom... 194 C7H5C13 000094-99-5 93
5 2,5-Dichlorobenzyl chloride 194 C7H5C13 002745-49-5 93

Abundance Scan 1591 (12.545 min): BM043417.D\data.ms (-1584) (- | m/z 158.95 100.00%
158.9
5000 123.0 103.9 j\
61.0 L
m ‘ ‘ . 12.50
ol gl Ll 2260 2810 0 166 95 62.87%
m/z--> 0 50 100 150 200 250
Abundance #69659: Benzene, 1,2,4-trichloro-3-methyl-
159.0
5000 194. T ‘ j\
123.0 94.0 12.50
61.0 m/Z 122.95 44 ,36%
0 T \7\.q‘\ ‘}‘ }m \““HH‘\ M o \“‘\h\ “M\ L B s B
miz--> 0 50 100 150 200 250
Abundance #69658: Benzene, 1,2,3-trichloro-4-methyl-
159.0 ,AA
2
12.50
5000 m/z 193.90 40.39%
61.0 123.0 194.0
0l ﬁ'ﬂ\\‘\m\}\ \H “‘u Ll ‘M‘ o B R
m/iz--> 0 50 100 150 200 250 A
Abundance #69650: 2,4,5-Trichlorotoluene s .
159.0 12.50
m/z 195.90  38.37%
196.0
5000
123.0
61.0 A
SN NTTTY T W I
m/z--> 0 50 100 150 200 250 12.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:54 2023



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 15 Benzene, 1,3-dichloro-2-(ch... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.904 11.54 ng/ul 2774330  Acenaphthene-d10 14.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trichloro-3-methyl- 194 C7H5C13 002077-46-5 99
2 Benzene, 1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 98
3 Benzene, 1,3-dichloro-2-(chlorom... 194 C7H5C13 002014-83-7 96
4 2,4,5-Trichlorotoluene 194 C7H5C13 006639-30-1 95
5 Benzene, 1,2-dichloro-4-(chlorom... 194 C7H5C13 000102-47-6 93

Abundance Scan 1652 (12.904 min): BM043417.D\data.ms (-1648) (+ | m/z 159.00 100.00%
159.0

¥

13.00

5000

0 m/z 161.00 62.30%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #69659: Benzene, 1,2,4-trichloro-3-methyl-
159.0
5000 194.0 ‘ A T
123.0 13.00
61.0 m/Z 123.00 34.41%
97.0
0 REEERR \%Z“(\)\m\ T im\ T 1‘”\ ‘i W\ 1““ T T ‘1“\ Ty [T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #69658: Benzene, 1,2,3-trichloro-4-methyl-
159.0 IAA
T

13.00
m/z 193.90  33.88%

5000

0,
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 J\
Abundance #69666: Benzene, 1,3-dichloro-2-(chloromethyl)- e
159.0 13.00

m/z 195.90  31.62%

5000
194.0
123.0
.0 89.0
30 770 0 | |
0 i (T Il | -

m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.00

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:55 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Alpha,alpha,2,3-tetrachloro... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.427 8.20 ng/ul 1969770  Acenaphthene-d10 14.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Alpha,alpha,2,3-tetrachlorotoluene 228 C7H4Cl4 057058-14-7 95
2 Benzene, 1,2,4-trichloro-5-(chlo... 228 C7H4Cl4 003955-26-8 90
3 Benzene, 1-chloro-4-(trichlorome... 228 C7H4Cl4 005216-25-1 46
4 Benzene, 1-chloro-4-(trichlorome... 228 C7H4Cl4 005216-25-1 46
5 Benzene, 1-chloro-2-(trichlorome... 228 C7H4Cl4 002136-89-2 43

Abundance Scan 1911 (14.427 min): BM043417.D\data.ms (-1905) (- m/z 192.90 100.00%
192.9

5000

61.0 97.0 123.0

14.50
0! m/z 194.90  92.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109652: Alpha,alpha,2,3-tetrachlorotoluene
193.0
5000 T ‘ T T j\
14.50
123.0 230.0 m/Z 229.90 56.35%
ao eomo M7 o ||
O\’HH"H‘H"‘\H‘\H’\MHM\‘\‘H‘\‘\\“\‘H\\Hiuu‘H\ M‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #109661: Benzene, 1,2,4-trichloro-5-(chloromethyl)-
193.0
—
14.50
5000 ITI/Z 156.95 44 .11%
230.0
490 73.0 97.0 123.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 J\
Abundance #109655: Benzene, 1-chloro-4-(trichloromethyl)- — ‘A‘ )
193.0 14.50
m/z 227.90  44.00%
5000
123.0
370 610 970 158.0 230.0 j\
N Y R Y | el A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:57 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Benzene, 1,2,4-trichloro-5-... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.774 3.17 ng/ul 761710  Acenaphthene-die 14.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Alpha,alpha,2,3-tetrachlorotoluene 228 C7H4Cl4 057058-14-7 97
2 Benzene, 1,2,4-trichloro-5-(chlo... 228 C7H4Cl4 003955-26-8 90
3 1,4-Dichloro-2-(dichloromethyl)b... 228 C7H4Cl4 056961-83-2 58
4 1,2,4-Trichloro-3-(chloromethyl)... 228 C7H4Cl4 001424-79-9 49
5 Benzene, 1l-chloro-4-(trichlorome... 228 C7H4Cl4 005216-25-1 46
Abundance Scan 1970 (14.774 min): BM043417.D\data.ms (-1958) ({ m/z 194.90 100.00%
194.9
229.9
5000 156.9 ]\
73.0 97.0 123.0 e
90 11 |y \‘ A
[QINETEUNANE R 01 A INE TSRS TRY | SN m/z 192.90  99.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109652: Alpha,alpha,2,3-tetrachlorotoluene
193.0
5000 A —— j\ ——
14.50 15.00
123.0 230.0 m/Z 229.90 55.72%
ap oo L w0 | ]
O\’HH"H‘H"‘\H‘\H’\MHM\‘\‘H‘\‘\\“\‘H\\Hiuu‘H\ M‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #109661: Benzene, 1,2,4-trichloro-5-(chloromethyl)-
193.0
—
14.50 15.00
5000 m/z 227.90 44 .65%
230.0
123.0 157.0
49.0 73.0 97.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance  #109653: 1,4-Dichloro-2-(dichloromethyl)benzene — 1
.0 14.50 15.00
m/z 156.90  38.21%
5000
230.0
o! q‘u“ﬂh‘_ — AnJ& A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:58 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 18 Benzene, 1,2,3,5-tetrachlor... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
15.874 3.47 ng/ul 834945  Acenaphthene-di10 14.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,2,3,5-tetrachloro-4,6... 242 C8H6C1l4 000877-09-8 95
2 Benzene, 1,2,3,5-tetrachloro-4,6... 242 C8H6Cl4 000877-09-8 93

3 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 91
4 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 91
5 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 91
Abundance Scan 2157 (15.874 min): BM043417.D\data.ms (-2149) ( | m/z 209.60 100.00%
209.0
152.0
5000
_ : 1550 16.00
0! © m/z 207.80 97.89%
miz--> 50 100 150 200 250
Abundance  #126620: Benzene, 1,2,3,5-tetrachloro-4,6-dimethyl-
207.0
244.0
5000
1550 1600
85.0 171.0 m/Z 152.00 71.53%
50.0 ‘ ‘
01‘5-‘0‘ ; \H i M“ ‘\‘ HH\M b ‘\HM : 1‘”\“ : ‘\Mu —u ‘\\‘ NN
miz--> 50 100 150 200 250
Abundance #126621: Benzene, 1,2,3,5-tetrachloro-4,6-dimethyl-
207.0
i
244.0 1550 1600
5000 m/z 243.95 57.42%
136.0
51.0 850 171.0
0 ““‘HMﬂWh@M\J A m“‘ﬁ | F—
miz--> 50 100 150 200 250
Abundance #101338: 1,1'-Biphenyl, 2,2'-dichloro- - —
152.0 15.50 16.00
2220 m/z 241.90  49.72%
187.0
5000
75.0
oL, 440 \hw‘m ‘\h‘uw‘l‘ ‘M“_‘MH_ . — —
miz--> 50 100 150 200 250 15.50 16.00

SFAM-EPA-BM121523.MA.M Tue Dec 19 12:06:59 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 [1,1'-Biphenyl]-2,5-diol, 2... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
17.268 5.21 ng/ul 1181350  Phenanthrene-d10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,1'-Biphenyl]-2,5-diol, 2'-chl... 220 C12H9C102 000117-71-5 52
2 4-Isothiazolecarbonitrile, 5-chl... 220 C10H5CIN2S 019363-60-1 47
3 Cyclopenta[c]quinolin-4-one, 1,2... 185 C12H11NO 1000315-88-8 27
4 1,7-Trimethylene-2,3-dimethylindole 185 C13H15N 005825-43-4 27
5 2-Methyl-6-phenylpyridine 1-oxide 185 C12H11NO 020531-89-9 27

Abundance Scan 2394 (17.268 min): BM043417.D\data.ms (-2385) (- | m/z 220.00 100.00%

184.0 220.0
5000
51.0
92.0

152.0 17.00 17.50
,‘H‘\mw““‘“““‘uwlummMMH“‘M‘H“‘m_z‘sﬁ'?”w m/z 184.00  86.49%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #98691: [1,1'-Biphenyl]-2,5-diol, 2'-chloro-
220.0
185.0
5000

17.00 17.50
m/z 185.00 62.79%

o

0 S e
Il I

’HH‘HH‘H\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH TTTT[TITI[TTIT 77T

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #98279: 4-Isothiazolecarbonitrile, 5-chloro-3-phenyl-
220.0

o

ey
17.00 17.50
5000 185.0 m/z 222.00 38.12%

77.0
390\‘ [
miz—> 20 40 60 80 100120140160180200220240260280

Abundance #59955: Cyclopenta[c]quinolin-4-one, 1,2,3,5-tetrahydro- —— ‘
184.0 17.00 l7 50

m/z 51.05 32.13%

5000
39.0 7.0 128.0 ‘
[ O O Y S PR M V|

m/z--> 20 40 60 80 100120140160180200220240260280 17 00 17 50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 n-Hexadecanoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
18.268 4.88 ng/ul 1106250  Phenanthrene-d10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2564 (18.268 min): BM043417.D\data.ms (-2557) (- | m/z 73.10 100.00%

73.1
5000
129.0

213.2 \
171.1 256.3 18.00 18.50

(1 °Y 3242 :
om‘ bbb b b LT m/z 43.10 95.88%

uh\‘\\ “\n‘\‘ J
mi/z--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add

5000 129.0 1 1
18.00 18.50

m/z 60.05 83.48%

171.0 213.0 256.0

\\h”\
miz--> 100 150 200 250 300 350

O' \\\\\1\\“\\\\‘\\\\‘\
Abundance #143511: n-Hexadecanoic acid
73.0
—
129.0 256.0 18.00 18.50
m/z 41.10 69.35%
5000 213.0
2 LT
OH\“\H‘H \\\M‘\HH\‘HHHH“HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid e —
43.0 256.0 18.00 18.50

m/z 55.10 68.48%

5000
129.0
3.0 213.0
‘ 171.0 ‘
‘ I HM‘ Ll \‘ ‘ ‘ ‘ u\ I ‘ ; ; L —

R N A :
miz--> 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_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 21 4,4'-Dichlorodiphenylsulphide  Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.727 12.96 ng/ul 2937920  Phenanthrene-d10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Dichlorodiphenylsulphide 254 C12H8C12S 005181-10-2 99
2 4,4'-Dichlorodiphenylsulphide 254 C12H8C12S 005181-10-2 93
3 2,4'-Dichloro-5-hydroxydiphenyl ... 254 C12H8C1202 070870-55-2 70
4 4-(2,4-Dichlorophenoxy)phenol 254 C12H8C1202 040843-73-0 62
5 Ferrocene, 1,2-dichloro- 254 C1OH8C12Fe 012287-95-5 38

Abundance Scan 2642 (18.727 min): BM043417.D\data.ms (-2633) (- | m/z 183.95 100.00%
183.9
254.0
5000 75.0 108.0
218.0 T ‘ T T ‘ T
39q i H‘ 143.0 | H 2010 18.50 19.00
ot bl b byl bl 2919 841 ypoc4 60 73.22%
m/z--> 50 100 150 200 250 300
Abundance #140118: 4,4'-Dichlorodiphenylsulphide
254.0
184.0
5000 —— ——
75.0 108.0 218.0 18.50 19.00
m/z 256.00 49.46%
‘ H ‘ 143.0 ‘
O\\“‘\H\HL\ \Hi ”‘\\H“‘\\\“”\‘\‘!‘\\“\\\\|\\\\
miz--> 50 100 150 200 250 300
Abundance #140117: 4,4'-Dichlorodiphenylsulphide
254.0
184.0 e
18.50 19.00
5000 m/z 108.00 42.70%
75010805, 218.0
Y T T
m/iz--> 50 100 150 200 250 300
Abundance #140115: 2,4'-Dichloro-5-hydroxydiphenyl ether — ——
184.0 18.50 19.00
m/z 75.05 37.87%
254.0
5000
219.0
75.0 128.0 ‘
| M$“““\ L I li
07— 1 T I T \
e a m T e e e e
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Tetrasul Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.586  39.36 ng/ul 8462940  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrasul 322 C12H6C14S 002227-13-6 94
2 4,6'-Dihydroxy-2,2"',4"',6-tetrach... 322 C12H6C1402 1000447-97-5 90
3 Tetrasul 322 C12He6C14S 002227-13-6 89
4 Tetrasul 322 C12H6C14S 002227-13-6 70
5 1-Chloro-11H-indolo[3,2-c]quinoline 252 C15H9CIN2 155249-51-7 42
Abundance Scan 2958 (20.586 min): BM043417.D\data.ms (-2953) (- | m/z 252.00 100.00%
252.0
142.0
5000 323.9
74.0 s :
’ ‘ ‘ 20.50
-l ww,‘“l Ak HRLA “u e A58 475 sz 253,95 69.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #226204: Tetrasul
252.0 324.0
5000 -4 :
20.50
108.0 m/z 142.00 53.37%
176.0
O \5\]“"9\“\”\"”\‘ \iw \‘m’ T \‘“\l\ “\“‘\ T “'\ T \H‘} T \H\ T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #226200: 4,6'-Dihydroxy-2,2',4',6-tetrachlorobiphenyl
252.0 324.0
T T
20.50
5000 m/z 323.85 48.97%
98.0 160-0
29.0 ‘ |
07 R R E e AR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #226202: Tetrasul e
252.0 20.50
324.0 m/z 321.90  38.00%
5000
108.0
176.0
obe S o A X L
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 23 1,1':3',1''-Terphenyl, 5'-p... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.733 6.95 ng/ul 1494120  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1':3',1'"'-Terphenyl, 5'-phenyl- 306 C24H18 000612-71-5 76
2 m,m-Quaterphenyl 306 C24H18 001166-18-3 76
31,1':3',1"''-Terphenyl, 5'-phenyl- 306 C24H18 000612-71-5 72
4 m,m-Quaterphenyl 306 C24H18 001166-18-3 62
51,1':2"',1"'":2"",1"""-Quaterphenyl 306 C24H18 000641-96-3 62

Abundance Scan 2983 (20.733 min): BM043417.D\data.ms (-2977) (- m/z 306.15 100.00%

306.1
5000
—— —
Ja1 2070 20.50 21.00
L ‘HW""‘H‘26‘1‘”””‘3?5-‘149‘1:9” m/z 307.20  26.66%
miz> 50 100 150 200 250 300 350 400
Abundance #207466: 1,1":3',1"-Terphenyl, 5'-phenyl-
306.0
5000 —— —

20.50 21.00
m/z 289.10  22.60%

28.0 77.0 1450 228.0 ‘
O\\\\‘\\‘\1‘\‘\‘\‘\“m\\\\“\‘\M‘\\‘\\\h“‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #207447: m,m-Quaterphenyl
306.0
— ——
20.50 21.00
5000 ITI/Z 290.10 11.04%
153.0
0 510 1020 l‘ 22M80 \‘\ n
T e B B A I
m/z--> 50 100 150 200 250 300 350 400
Abundance #207465: 1,1":3',1"-Terphenyl, 5'-phenyl- = —
306.0 20.50 21.00
m/z 144.85 10.77%
5000
77.0  153.0 22‘8-0
R i T L — =
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 24 4-Hydroxy-2',4',6'-trichlor... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.168 7.50 ng/ul 1612220 Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hydroxy-2',4',6"'-trichlorobiph... 286 C13H9C130 1000447-87-0 60
2 3-Hydroxy-2',4',6'-trichlorobiph... 286 C13H9C130 1000447-86-7 60
3 1-N,4-N-bis(Pyridin-4-ylmethylid... 286 C18H14N4 517863-55-7 53
4 Dibenzo[b,e][1,4]dioxin, 1,2,4-t... 286 C12H5C1302 039227-58-2 53
5 Dibenzo[b,e][1,4]dioxin, 1,2,4-t... 286 C12H5C1302 039227-58-2 47
Abundance Scan 3057 (21.168 min): BM043417.D\data.ms (-3053) (- | m/z 287.90 100.00%
28f.9
5000 142.0 3579
74.0
—— —
‘ ‘ ‘2150 21.00 21.50
o“ww§MW“WM“uﬂwhwwﬂw“w b A 41514704 0 085 90 98.74%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500
Abundance #180823: 4-Hydroxy-2',4',6'-trichlorobiphenyl, methyl ethe
288.0
173.0
5000 P ——
21.00 21.50
m/z 357.90  50.33%
390, bl M@.SEJLQ L
O‘\\\\\\\\\\\\‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #180822: 3-Hydroxy-2',4',6'-trichlorobiphenyl, methyl ethe
288.0

a

L
21.00 21.50
5000 173.0 m/z 142.00  46.53%

‘ .uanM4MM AM&@@#

ot el ot SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181747: 1-N,4-N-bis(Pyridin-4-ylmethylidene)benzene-1 Sy

286.0 21.00 21.50

o

o

78.0 m/z 144.00  37.22%
5000
182.0
o \H.J.I,\ M JUL__
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.262 16.04 ng/ul 3448760  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 97
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
3 1-Tricosene 322 C23H46 018835-32-0 94
4 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 93

Abundance Scan 3073 (21.262 min): BM043417.D\data.ms (-3068) (- | m/z 57.10 100.00%
7.1

5
5000
111.1

——
287.9 21.00 21.50
0l S u\‘n!w}u 002330 | 3?179 4714792  m/z 43.10  91.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244230: 1-Tetracosene
55.0
111.0
5000 = —
21.00 21.50

m/z 55.10  79.11%

336.0
‘\\‘\\“\“W‘\“1‘1\“\“]\"\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0

T
21.00 21.50

o

5000 m/z 83.10 71.75%
11.0
| } 196.0
UL e TR N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227233: 1-Tricosene T —
57.0 21.00 21.50

m/z 69.10 68.46%

5000
111.0
322.0
J }J\||¥6902240

L
T

(AR R N - — ‘
miz—> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

19

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
BM043417.D

Dec 2023 06:11

: MA/JU
. 05807-14

: 35

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

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 26 Sesquirosefuran Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
21.450 4.36 ng/ul 936434  Chrysene-di12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sesquirosefuran 218 C15H220 039007-93-7 60
2 Friedelan-3-one 426 C30H500 000559-74-0 42
3 2-Cyclohexene-1-carboxaldehyde, ... 152 C10OH160 000432-24-6 38

013927-47-4 35
1000144-09-7 30

4 3,5,9-Undecatrien-2-one, 6,10-di... 192 C13H200
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240

Abundance Scan 3105 (21.450 min): BM043417.D\data.ms (-3097) (- | m/z 69.10 100.00%
69.1
o L
2150
0 Hul‘{‘ il . 341.1 411.4 510" . 0
il m/z 95.10 72.11%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #96741: Sesquirosefuran
69.0
5000 123.0 ——
21.50
m/z 55.10  66.86%
2180
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316502: Friedelan-3-one
69.0
123.0 21'50
5000 ITI/Z 123.10 58.84%
205.0 273.0
T
0 “\‘AL L““‘\HmhﬂJmMJ“LW“Mj‘A$‘?%%‘0““Jﬂ““““‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #29346: 2-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethy —
123.0 21.50
m/z 81.10 57.30%
5000
41.0
o il ) .
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
22.197 6.26 ng/ul 1346630  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 95
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 1-Tricosene 322 C23H46 018835-32-0 91
4 1-Tetracosene 336 C24H48 010192-32-2 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90

Abundance Scan 3232 (22.197 min): BM043417.D\data.ms (-3227) (+ | m/z 43.10 100.00%

43.1
5000 111.1

321.9

e
‘ “ “ 391.9 22.00 22.50
\ ol Mol

bl ‘H‘wu‘_"W‘H‘_“W‘Hmuu‘ﬁ§§3‘u549 m/z 83.10 99.33%

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138525: 3-Octadecene, (E)-
69.0

5000 — —
22.00 22.50

m/z 55.10  95.36%

ol 1 ] %F’O 195.0252.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane

55.0

7
22.00 22.50

©

5000 m/z 57.10 94.96%
‘ 50 210.0
OHH\‘ *\wwH‘wLW\HH\HH\HH\HH\HH\HHM U\\/\J
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227233: 1-Tricosene 7 7
57.0 22.00 22.50

m/z 97.10  84.89%

182.0 252.0 322.0 N\'\,JL

o“h““ﬂ"Hguuh“u"‘H“HM“H“_“‘_“W“‘W‘

7 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
24.738 3.97 ng/ul 795363  Perylene-di2 23.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 98
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Octacosanol 410 C28H580 000557-61-9 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
Abundance Scan 3664 (24.738 min): BM043417.D\data.ms (-3660) (- | m/z 57.10 100.00%
57.1
5000 \wa/\w/\]\\”&mﬂxwﬂx
5.2 —r— ——
{ \ 207.0267.0 403.0 475.1 549. 2450 2500
bbbl by Ty 20T 833.0 4030 202 2% m/z 83.10  89.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
5000 —r ——
24.50 25.00
125.0 m/z 43.10  88.15%
O\\“\“\ ‘I‘I\Il‘195.040l6.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
—— —
24.50 25.00
5000 m/z 55.10 86.46%
125.0
ob bbb 4950 080
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308226: Octacosanol T ——
83.0 24.50 25.00
m/z 97.10 80.79%
oLl HLF?’L".?.ZZ-OZQZ-O”Z'O M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 29 Lup-20(29)-en-3-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
28.491 11.25 ng/ul 2254070  Perylene-d12 23.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 95
2 2,6,6,9,2',6"',6",9"'-Octamethyl-[... 410 C30H50 1000189-48-2 93
3 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 91
4 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 90
5 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 70
Abundance Scan 4302 (28.491 min): BM043417.D\data.ms (-4297) (+ | m/z 95.10 100.00%
95.1
205.2
5000
\ ‘ 2850
H ‘ 424.4 :
0 %MWHM H“ Mmuw i 2042 n/z 109.10  82.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
50001 41. ]
28.50
‘ 313.0 424.0 m/z 55.10 77.52%
O\‘\‘\‘“\UH‘L‘ H “\“h J}h\‘\\l‘i\l\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308275: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8bi[tricyclo[5.4
205.0
—
28.50
5000 95.0 m/z 205.20 72.19%
410.0
0 Zg'ﬁ)x’u”wm ﬂul..;“.J. ‘x i 2820380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315404:Lup—20(29}en—3—one T
109.0 205.0 28.50
m/z 81.10 66.07%
5000{ 41
313.0 424.0
0 ‘H“‘U\m‘ H Jl”\""'l“” —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43417.D

Acqg On : 19 Dec 2023 06:11
Operator : MA/JU

Sample : 05807-14

Misc :

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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... 9.510 248.6 ng/ul 47761400 2 10.951 3843270 20.0
Benzene, 1,2-di... 9.739 134.3 ng/ul 25816100 2 10.951 3843270 20.0
Benzene, 1,4-di. 9.786 123.4 ng/ul 23711800 2 10.951 3843270 20.0
Benzene, 1-brom... 9.828 194.1 ng/ul 37294500 2 10.951 3843270 20.0
Benzene, 1,2-di... 10.192 42.3 ng/ul 8121850 2 10.951 3843270 20.0
unknown-01 11.345 110.2 ng/ul 21170500 2 10.951 3843270 20.0
Benzene, 1,2,4-... 11.933 6.9 ng/ul 1321570 2 10.951 3843270 20.0
1-Bromo-2,3-dic... 12.104 16.3 ng/ul 3139200 2 10.951 3843270 20.0
Benzene, 1,2-di... 12.374 35.2 ng/ul 6767960 2 10.951 3843270 20.0
Benzene, 1,2,3-... 12.545 43.5 ng/ul 8357970 2 10.951 3843270 20.0
Benzene, 1,3-di... 12.904 11.5 ng/ul 2774330 3 14.627 4806620 20.0
Alpha,alpha,2,3... 14.427 8.2 ng/ul 1969770 3 14.627 4806620 20.0
Benzene, 1,2,4-... 14.774 3.2 ng/ul 761710 3 14.627 4806620 20.0
Benzene, 1,2,3,... 15.874 3.5 ng/ul 834945 3 14.627 4806620 20.0
[1,1'-Biphenyl]... 17.268 5.2 ng/ul 1181350 4 17.368 4533560 20.0
n-Hexadecanoic ... 18.268 4.9 ng/ul 1106250 4 17.368 4533560 20.0
4,4'-Dichlorodi... 18.727 13.0 ng/ul 2937920 4 17.368 4533560 20.0
Tetrasul 20.586 39.4 ng/ul 8462940 5 21.539 4300490 20.0
1,1':3',1""'-Ter... 20.733 7.0 ng/ul 1494120 5 21.539 4300490 20.0
4-Hydroxy-2',4'... 21.168 7.5 ng/ul 1612220 5 21.539 4300490 20.0
(DEL) Alkane: S... 21.262 16.0 ng/ul 3448760 5 21.539 4300490 20.0
Sesquirosefuran 21.450 4.4 ng/ul 936434 5 21.539 4300490 20.0
(DEL) Alkane: S... 22.197 6.3 ng/ul 1346630 5 21.539 4300490 20.0
(DEL) Alkane: S... 24.738 4.0 ng/ul 795363 6 23.962 4007880 20.0
Lup-20(29)-en-3... 28.491 11.3 ng/ul 2254070 6 23.962 4007880 20.0
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