LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc :

ALS Vvial : 41  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@43423.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.281 349 356 366 rVB 1423108 2103023 1.54% 0.620%
2 7.151 668 674 683 rVB 109496 179851 0.13% 0.053%
3 7.328 698 704 710 rBV 88695 137300 0.10% 0.040%
4 7.516 729 736 746 rVB 103570 176400 ©0.13% 0.052%
5 7.875 789 797 806 rBV 3322627 5344281 3.90% 1.576%

6 8.034 810 824 841 rBV 37094260 70839257 51.75% 20.886%
7 8.345 868 877 886 rBV 13507552 22262638 16.26% 6.564%
8 8.698 932 937 944 rBV 119705 198642 0.15% ©.059%
9 9

9

.163 1008 1016 1023 rBV 101565 180267 ©.13% 0.053%
10 .492 1065 1072 1080 rBV 955304 1550151 1.13% 0.457%
11  9.716 1103 1110 1114 rBV 514821 865267 ©.63% ©0.255%
12 9.763 1114 1118 1121 rVV 489180 909342 0.66% 0.268%
13 9.804 1121 1125 1133 rVW 690666 1297829 ©.95% 0.383%
14  9.934 1142 1147 1155 rVB 185401 308974 0.23% 0.091%
15 10.175 1181 1188 1197 rVB 155444 277223 0.20% ©0.082%

16 10.422 1224 1230 1238 rBV 114565 209126 ©.15% 0.062%
17 10.692 1262 1276 1281 rBV2 51708804 136877426 100.00% 40.356%
18 10.810 1289 1296 1306 rVB 2162061 3370563 2.46%  ©.994%
19 10.945 1313 1319 1327 rVB 114000 207410 0.15% 0.061%
20 11.192 1349 1361 1373 rBV 24626313 42084443 30.75% 12.408%

21 12.357 1553 1559 1568 rVB 153734 253441 0.19% ©0.075%
22 12.533 1582 1589 1603 rVB 175999 310034 0.23% 0.091%
23 12.780 1622 1631 1633 rBV 550791 854931 0.62% 0.252%
24 12.816 1633 1637 1644 rVV 2446534 3701962 2.70% 1.091%
25 13.422 1731 1740 1754 rBV 9584725 14318019 10.46% 4.221%
26 14.039 1838 1845 1852 rVB 171285 256588 0.19% 0.076%
27 14.316 1887 1892 1963 rVB2 208181 330930 0.24% ©.098%
28 14.621 1935 1944 1956 rBV 2748902 3950698 2.89% 1.165%
29 14.933 1990 1997 2008 rVB 1082203 1617830 1.18% 0.477%
30 15.610 2107 2112 2124 rVB 241427 382051 0.28% 0.113%
31 17.362 2404 2410 2420 rBV 2710531 3745864  2.74%  1.104%
32 17.462 2421 2427 2434 rVB2 233574 332720 0.24% 0.098%
33 18.592 2615 2619 2633 rVB 461313 704169 ©.51% 0.208%
34 19.451 2761 2765 2772 rVB 749939 859607 ©.63% 0.253%
35 19.692 2801 2806 2811 rBV 2389583 2596646 1.90% ©.766%

36 19.751 2811 2816 2822 rVV2 277490 542004 ©0.40% 0.160%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS Vvial : 41  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 19.809 2822 2826 2831 rVB 226368 276645 ©0.20% 0.082%
38 20.533 2945 2949 2953 rVB 443542 485098 ©0.35% 0.143%
39 20.580 2953 2957 2963 rBV2 196418 269190 0.20% 0.979%
40 20.739 2979 2984 2989 rBV 1804705 1957959 1.43% 0.577%
41 20.803 2991 2995 2998 rVV 251373 312824 ©.23% 0.092%
42 21.262 3069 3073 3082 rVB 479397 655104 0.48% ©0.193%
43 21.439 3097 3103 3115 rVB3 763153 2293120 1.68% 0.676%
44 21.545 3116 3121 3129 rVB 2354553 3145436 2.30% 0.927%
45 21.715 3146 3150 3154 rVV 335223 402705 0.29% 0.119%
46 22.186 3226 3230 3238 rBV3 315961 601262 0.44% 0.177%
47 22.692 3312 3316 3324 rVB 361773 528949 ©.39% 0.156%
48 23.256 3408 3412 3417 rBV 294907 478664 0.35% 0.141%
49 23.903 3518 3522 3526 rBV 244787 415332 0.30% 0.122%
50 23.968 3526 3533 3542 rVB 1575532 3218952 2.35% 0.949%

Sum of corrected areas: 339178147
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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: BM043423.D\data.ms
5e+07 10.592

4e+07 8.034

3e+07
11.192
2e+07
8.345
1le+07

7.875

5.281 9.4 .810
7.13B2516 8.698 9. 163 @mg 175.422 945
O L ‘ T ‘ L ‘ L ‘ T \/\\ T ‘ L ‘ L ’ T T ‘ \Ah\ifrj_Y_rA\i‘ [ r—y—v*\‘v—v—y—r ‘T\ L ‘y—r T —’_j \@OT ]—r 1

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: BM043423.D\data.ms
5e+07

4e+07
3e+07

2e+07

16407 13.422

12.816 14.62 17.362 692
12.85583 780 14.034.316 || 14.933 15.610 17.462 18.592 19.45%397509 205

2—,—v~v—rﬁjﬁﬁ”‘\H\‘HH‘\\H‘HH,\\H‘\H\‘HH‘\\H‘HH‘\\H‘\\H‘\\H‘HH‘HH‘HH‘\

Time--> 2.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM043423.D\data.ms
5e+07

4e+07

3e+07

2e+07

le+07

{803 21 aféia 715 22.186 22.692 23.256 23903

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\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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 2 Benzene, 1-bromo-4-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.492 9.20 ng/ul 15501560  Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 99
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-2-chloro- 190 C6H4BrCl 000694-80-4 97
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
Abundance Scan 1072 (9.492 min): BM043423.D\data.ms (-1065) (-) m/z 191.90 100.00%
111.0 191.9
75.0
5000
 EREEmEE R S R
38.1 ‘ o 9.20 9.40 9.60 9.80
(«

Obrrr b b byl 2320288 7 110,95 90.06%

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #65032: Benzene, 1-bromo-4-chloro-

111.0 192.0
75.0
5000 L B L B L L SR
9.20 9.40 9.60 9.80
m/z 189.90  78.01%
38.0
1 L 155.0
0HH‘H\\‘H\‘\“‘H!\h‘”Hw‘Hl\‘HH‘HH‘HH‘\\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
 EREEmEE R S L
111.0 9.20 9.40 9.60 9.80
5000 75.0 m/z 75.05 66.56%
P! OO WP S -
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0 9.20 9.40 9.60 9.80
111.0 m/z 50.05 39.91%
5000 75.0
ooty L5520
m/z--> 20 40 60 80 100120140160180200220240260 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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, 1,3-dichloro-2-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.716 5.13 ng/ul 865267 Naphthalene-d8 10.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 98
2 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
3 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
4 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
5 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 96
Abundance Scan 1110 (9.716 min): BM043423.D\data.ms (-1103) (-) m/z 125.00 100.00%
125.0
5000
89.1 160.0 /\
—— —
39.0 ‘ ‘ 9.50 10.00
O bbbl 2070 266€ 160 00 34.14%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36609: Benzene, 1,3-dichloro-2-methyl-
125.0
5000 ‘9 "50‘ EI.O‘Od /\
89.0 . .
160.0 m/z 89.10 33.02%
39.0 ‘ M
O \H’HHH"‘}\H\\“‘H\‘H\‘\H\‘H“‘HH“H\H’\H\“H\H‘\\H‘HH‘HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0 /\
—— —
9.50 10.00
5000 160.0 m/z 127.00 33.02%
89.0
0 M,W,M“‘HHJu_mwp!‘m,mJM‘H_ww_m,w_m
m/z--> 20 40 60 80 100120140160180200220240260 /\
Abundance #36618: Benzene, 1,2-dichloro-3-methyl- — 7
125.0 9.50 10.00
m/z 162.00  22.05%
160.0
5000
9.0
w )
SIS O P S SR S W1
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@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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, 1,4-dichloro-2-met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.763 5.40 ng/ul 909342  Naphthalene-d8 10.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
2 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 96
3 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 96
4 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 95
5 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 95
Abundance Scan 1118 (9.763 min): BM043423.D\data.ms (-1114) (-) m/z 125.00 100.00%
125.0
5000 890 160.0 M /\
—— ——
39.1 ‘ 9.50 10.00
om_HMu”u,“m‘w‘wm\uww‘:H_m,‘wm,l?%E?WW_W%?}H‘ m/z 160.00  43.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36608: Benzene, 1,4-dichloro-2-methyl-
125.0
160.0 A
5000 py pyvE
89.0 .5 10.
m/z 89.05 40.14%
O]\-ﬁ‘(\)\\\““1\“H"H\H‘H\‘\‘\‘H“HH“H\H‘HH H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0 /\
—— ——
9.50 10.00
5000 160.0 m/z 127.00 31.46%
89.0
om‘H‘“M‘,H"Ju_mmw‘W“,‘wm,"H_MWWW,H
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #36610: Benzene, 1,2-dichloro-3-methyl- —
125.0 950 10.00
m/z 162.00  29.08%
5000 89.0
160.0
%l || !
ST O 0 Y U — S S E—
m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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-bromo-3-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.804 7.70 ng/ul 1297830  Naphthalene-d8 10.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 96
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 96
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 96
Abundance Scan 1125 (9.804 min): BM043423.D\data.ms (-1121) (-) m/z 191.90 100.00%
191.9
111.0
75.1
5000
370 ‘ ‘ - 9.50 10. oo
Ot e A 549 2820 /111,60 82.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
75.0 111.0
5000
950 1000
m/z 189.90 8.27%
38.0 ‘ ‘
O\‘\\\\H‘\\‘\‘\“\\\‘!”‘”\\w‘\\}\‘\\\\‘]\-\E)HS’QH‘\\H\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 950 1000
5000 75.0 m/z 75.10 %
/e TN AP -
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65029: Benzene, 1-bromo-3-chloro-
192.0 9.50 1000
111.0 m/z 50.10 %
5000 75.0
O ORI -
m/z--> 20 40 60 80 100120140160180200220240260280 10.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

: 19 Dec 2023 09:58
: MA/JU
. 05807-14DL 30X

41

TIC Library
TIC Integration Parameters:

Sample Multiplier:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
BM043423.D

1

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

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

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

Peak Number 8 2-Mercaptobenzothiazole Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.592 3.76 ng/ul 704169  Phenanthrene-di10 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 97
2 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
3 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 94
4 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 91
5 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 90

Abundance Scan 2619 (18.592 min): BM043423.D\data.ms (-2615) (- | m/z 167.00 100.00%
167.0
5000 JL
69.0 108.0 U
‘ H ‘ 18.50
ol 38y i Mod Ll ) 20102350 2810 326! ./, 69.60 19.00%
miz-> 50 100 150 200 250 300
Abundance #42606: 2-Mercaptobenzothiazole
167.0
5000 = :
18.50
690 109.0 m/z 135.00  18.82%
O \3? ‘\ ‘ “‘ ‘\‘“‘\‘ ‘\‘“ !‘ ‘ ‘ H\ \“ T ‘ ‘ ‘ T “\ T ‘ L ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #42609: 2-Mercaptobenzothiazole
167.0
R \
18.50
5000 m/z 108.00 18.24%
69.0 109.0
o 3 udboitts L A
miz--> 50 100 150 200 250 300
Abundance #42610: 2-Mercaptobenzothiazole rompely ‘
167.0 18.50
m/z 109.00  15.45%
5000
69.0 109.0
ol by A —
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\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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 9 Hexadecanoic acid, 2-methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.451 4.59 ng/ul 859607  Phenanthrene-di10 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 91
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 90
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 59
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 47
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 46
Abundance Scan 2765 (19.451 min): BM043423.D\data.ms (-2761) (- | m/z 57.05 100.00%
57.0
5000
239.3 ‘ ‘
‘ \H Ly D0 185. 2 l | 29713419 415 1950
0 Hm‘,‘“Mwwmw‘ " 2o 42 m/z 56.10  88.76%
miz--> 50 100 150 200 250 300 350 400
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0
5000 ‘A\ i
257.0 19.50
m/z 43.10 43.82%
it 0| ez
O\\“\‘\‘ ‘h \““\“““‘\H“‘\\\“\\‘\‘\‘\‘\\“‘\\\\‘\‘\.\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester
57.0
19.50
5000 m/z 41.10 40.16%
239.0
‘ ‘ I 1850 “ 312.0
ol AL uhw‘w‘mw B o i
m/z--> 50 100 150 200 250 300 350 400
Abundance #214942: Hexadecanoic acid, butyl ester
56.0 1950
m/z 55.10 27.88%
5000
129.0 257.0
L L] 1850 3120
ol d 20, 4
m/z--> 50 100 150 200 250 300 350 400 1950

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:29 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.692 16.51 ng/ul 2596650  Chrysene-d12 21.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 95
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
4 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 80
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 45
Abundance Scan 2806 (19.692 min): BM043423.D\data.ms (-2801) (- | m/z 56.05 100.00%
56.0
5000 A
1290 % 1950 20,00
ol LA o | S “ _ 3123357 L 5710 s4.95%
m/z--> 50 100 150 200 250 300 350
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 T T T T
19.50 20.00
m/z 43.10 44.15%
129.0 257.0
I h “ g 185.0 L 312.0
O\\\\H“\“\“‘\“‘\‘\\”‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #214941: Hexadecanoic acid, butyl ester
56.0 /\
= —
19.50 20.00
5000 ITI/Z 41.10 42.83%
129.0 257.0
0 I I Y.
S VY S iR Y N i AN
m/z--> O 100 150 200 250 300 350
Abundance #214938: Hexadecanoic acid, butyl ester = =
56.0 19.50 20.00
m/z 55.10 32.50%
5000
257.0
‘ 1290 ‘
213.0 312.0
00 Ly mmezeel | mze | Jly
m/z--> 50 100 150 200 250 300 350 19.50 20.00

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:30 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58

Operator : MA/JU

Sample : 05807-14DL 30X

Misc

ALS vial : 41 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 11 Tetracosanoic acid, isobuty... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.533 3.08 ng/ul 485098  Chrysene-d12 21.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetracosanoic acid, isobutyl ester 424 C28H5602 1010405-17-3 81
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 58
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 49

4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 47
5 Heptane, 2,2,3,5-tetramethyl- 156 C11H24 061868-42-6 47
Abundance Scan 2949 (20.533 min): BM043423.D\data.ms (-2945) (- | m/z 57.10 100.00%
57.1
5000 1
‘Y—Y—Y—‘—Y—Y—Y—Y—r
Im 1290 1851 539, 1\73 355.1 415.0 2059
ol bl el b BB SRt St m/z 56.05  83.18%
miz--> 50 100 150 200 250 300 350 400
Abundance #315357: Tetracosanoic acid, isobutyl ester
57.0
5000 — :
20.50
m/z 43.10 41.46%
9.0 369.0
O T \“‘\ J h m \h“‘\hh“‘ \‘“\ ‘\ T ‘ \]1-8\5\ ?\ L \‘2\6\9\()\ ‘ L “ T “\ T ‘412\4\C\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #249032: Octadecanoic acid, 2-methylpropyl ester
57.0
1 T
20.50
5000 ITI/Z 41.10 38.09%
285.0
om0 | awo
IR Y T S B s L
m/z--> 50 100 150 200 250 300 350 400
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester e ‘
56.0 20.50
m/z 55.10 28.22%
5000
285.0
B0 | s
U T ¥ T e AT I N -
m/z--> 50 100 150 200 250 300 350 400 20.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:31 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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 12 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.739  12.45 ng/ul 1957960  Chrysene-d12 21.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 98
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 90
3 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 83
4 Butyl myristate 284 C18H3602 000110-36-1 72
5 Docosanoic acid, isobutyl ester 396 C26H5202 1000405-17-1 53

Abundance Scan 2984 (20.739 min): BM043423.D\data.ms (-2979) (- | m/z 56.10 100.00%
56.1
129. o 5.3 — —
H ‘ ‘ 3404 ‘ 20.50 21.00
Y Y R m : 236, 4 “ L 20802 475 n/z 57.05  60.74%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #249007: Octadecanoic acid, butyl ester
56.0
285.0
5000 — —
129 0 20.50 21.00
m/z 43.10 48.34%
H 340.0
O\“\U‘h#“h\\h“‘\“h\\\\“\\‘\\\[\\\\\‘\\\H\‘\\\!‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #249005: Octadecanoic acid, butyl ester
56.0
s B
20.50 21.00
m/z 41.10 41.35%
5000 285.0 340.0
‘ H 185 0 ‘
ol M ww SN NPT I S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #249002: Octadecanoic acid, butyl ester == =
56.0 20.50 21.00
285.0 m/z 55.10  34.09%
5000 129.0
340.0
oL ”1\‘349 s —
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:32 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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 13 Carbonic acid, octadecyl pr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.262 4.17 ng/ul 655104  Chrysene-di12 21.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 94
2 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 90
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Sulfurous acid, octadecyl 2-prop. 376 C21H4403S 1000309-12-7 87

Abundance Scan 3073 (21.262 min): BM043423.D\data.ms (-3069) (- | m/z 57.10 100.00%

57.1
5000

[ T
111 21.00 21.50
IL \

ol “h 4 1691 2211 287.9 35614010 ./, 43.10 78.37%

miz--> 50 100 150 200 250 300 350 400
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0

5000 — ——
21.00 21.50

m/z 71.10 62.15%

11.0
0 \‘ 1 \“ \l ‘H L 168.0 224.0 297.0
\\\‘f \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #316440: Carbonic acid, decyl hexadecyl ester
570

\
21.00 21.50
5000 m/z 55.10 48.61%

141.0
11
AU 0 e
m/z--> O 100 150 200 250 300 350 400

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester — —
57.0 21.00 21.50

m/z 85.10 40.32%

\‘ H\ \‘ { ‘H L :

ol by == —
miz--> 50 100 150 200 250 300 350 400 21.00 21.50

o

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:33 2023 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

BM
19
: MA
: 05

41

TIC Library

Library Search Compound Report

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

043423.D

Dec 2023 ©09:58
/3U

807-14DL 30X

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 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 Sesquirosefuran Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.439  14.58 ng/ul 2293120  Chrysene-d12 21.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sesquirosefuran 218 C15H220 039007-93-7 93
2 Friedelan-3-one 426 C30H500 000559-74-0 90
3 Sesquirosefuran 218 C15H220 039007-93-7 42
4 Friedelan-3-one 426 C30H500 000559-74-0 42

5 Silane, monochloride, methylviny... 218 C10H19C1l0Si 1000421-09-7 38

Abundance Scan 3103 (21.439 min): BM043423.D\data.ms (-3097) (- | m/z 69.10 100.00%
69.1
T 7 e 2150
0 mw‘w“w A o 3442 42644891 09510 75.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96741: Sesquirosefuran
69.0
5000 L
1.0 21.50
m/z 109.10  65.41%
218.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316502: Friedelan-3-one
69.0
—
125.0 21.50
5000 ITI/Z 55.10 64 .40%
‘ 205.0 273.0
0‘MNMMHJMMLmL“th\J\3410’\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96742: Sesquirosefuran —
69.0 21.50
m/z 81.10 63.83%
5000 1310
218.0
0"\,,,, —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:34 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.715 2.56 ng/ul 402705  Chrysene-d12 21.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 (C24H50 000646-31-1 87

Abundance Scan 3150 (21.715 min): BM043423.D\data.ms (-3146) (- | m/z 57.10 100.00%

57.1
5000

i
l 169.1 282.0 21.50 22.00
0 m‘m \A\‘_m2‘2?‘1““““?"5‘5“1“‘4‘29‘1““‘59‘ m/z 71.10 69.08%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0

5000 i =S
21.50 22.00

m/z 43.10 68.11%

o L1 H39 160.0 225.0 282.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane

57.0

T
21.50 22.00

5000 m/z 85.10 49.01%
113.0
| ” “ l L 169.0 225 0 282.0
O+l ”"Mﬂuu"H“H“‘H“‘H“‘H“‘H“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107222: Tridecane, 6-propyl- T T
43.( 21.50 22.00

m/z 41.10 25.70%

5000
126.0 183.0

0 ‘\ i d | h I “

m/z--> 50 100 150 200 250 300 350 400 450 21.50 22.00

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:35 2023 Page: 15



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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 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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.186 3.82 ng/ul 601262  Chrysene-di12 21.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 3230 (22.186 min): BM043423.D\data.ms (-3226) (- m/z 57.10 100.00%

57.1
5000

T T
22.00 22.50

} 7.2 207.0
o"m,"H_‘muH_‘H_“‘?‘2%9“3‘9‘1‘7“ww?’??ﬁ m/z 71.10  67.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 S s

22.00 22.50
m/z 43.10 66.58%

L2270 1970 2800
‘\\\\’\\\\‘\\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane

57.0

T T
22.00 22.50

5000 m/z 85.10  45.73%

ol | f27.0 198.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141056: Octadecane T T
57.0 22.00 22.50

m/z 55.10  26.23%

\‘ L ‘1% i 196 02540
O‘\u ’\\H‘\\H‘\\H‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH‘\ T

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:36 2023 Page: 16



Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58

Operator : MA/JU

Sample : 05807-14DL 30X

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

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

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.692 3.36 ng/ul 528949  Chrysene-d12 21.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3316 (22.692 min): BM043423.D\data.ms (-3312) (- m/z 57.10 100.00%

57.1
5000

=
‘ | 1E3'11692 2352 22.50 23.00
bbb L4002 2382 3093 4030 49L1 ' wm/z 71.10  67.44%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107222: Tridecane, 6-propyl-
43.0

5000 T
22.50 23.00
m/z 43.10 66.02%

126.0183.0
0 WJW*MAWH‘JM\H“w“w“Hv‘H‘\H“M“w“H\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107216: Hexadecane
57.0

T
22.50 23.00
5000 m/z 85.10 48.71%

l‘ w‘\‘ i |1| ?1011‘69022.60
L L L L B A B
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #158597: Nonadecane T
57.0 22.50 23.00

m/z 55.10  21.94%

- \WWWWMmmwakwﬂ”““mvwm
113.0

0 \‘ \‘ ‘ Lol 11169'0 268.0
LU ‘ T ‘ TTTT ‘ T \‘\“ TTTT ’ \l\ TT ‘ TTTT ’ TTTT ‘ TTTT ’ TTTT ‘ TTT \‘ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00

o

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:38 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41

Quant Method
Quant Title

TIC Library

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 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.256  2.97 ng/ul 478664 perylene-di2 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 206 C21Haa 060629-94-7 93

2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3412 (23.256 min): BM043423.D\data.ms (-3408) (- | m/z 57.10 100.00%

57.1
5000

| 171 197.2 2630 357.1 91.0549, 23.09 2359
Ol b [LLY, 1972 2630  S57.1417.1 491.0849. /7 71 10 68.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000 — s
23.00 23.50

m/z 43.10 63.96%

7.0
‘J‘J,']F‘JF]\A‘J‘QT'O296'0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane

57.0

T —
23.00 23.50

o

5000 ITI/Z 85.10 49,06%
7.0
N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T —
57.0 23.00 23.50
m/z 55.10  23.94%
- M””M““MMWJAAMMW~WMM“N
Llipre 20
ot — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BM121523.MA.M Wed Dec 20 15:14:39 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS vial : 41 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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
23.903 2.58 ng/ul 415332  Perylene-di12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 3522 (23.903 min): BM043423.D\data.ms (-3518) (- | m/z 57.10 100.00%
57.1

-

5000
T *
1‘ ‘ 207.0 ) 23.50 24.00
0\uw‘HHHM4“\‘\”“\'\\\2‘6\7\'9‘3\2\5\'\9,”\\4,1\'6\'\]7,\‘}\89," m/z 71.10 68.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 T —
23.50 24.00
m/z 43.10 61.31%
113.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\’\\\\’\\\\’\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane
57.0
— —
23.50 24.00
5000 ITI/Z 85.10 46.35%
13.0
o im0 200
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #298426: Octacosane “ —
57.0 23.50 24.00

m/z 55.10  19.99%

b WV\/\WN\

0 \‘ HI “ d J 11 ‘9‘0‘2‘250281033703940
\\H‘\\H‘\H\‘\H\‘\\H‘HH‘HH’HH’HH’HH’ T ™

m/z--> 0 50 100 150 200 250 300 350 400 450 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43423.D

Acqg On : 19 Dec 2023 09:58
Operator : MA/JU

Sample : 05807-14DL 30X
Misc

ALS Vvial : 41  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.. 9.492 9.2 ng/ul 1550150 2 10.810 3370560 20.0
Benzene, 1,3-di.. 9.716 5.1 ng/ul 865267 2 10.810 3370560 20.0
Benzene, 1,4-di... 9.763 5.4 ng/ul 909342 2 10.810 3370560 20.0
Benzene, 1-brom... 9.804 7.7 ng/ul 1297830 2 10.810 3370560 20.0
2-Mercaptobenzo... 18.592 3.8 ng/ul 704169 4 17.362 3745860 20.0
Hexadecanoic ac... 19.451 4.6 ng/ul 859607 4 17.362 3745860 20.0
Hexadecanoic ac... 19.692 16.5 ng/ul 2596650 5 21.544 3145440 20.0
Tetracosanoic a... 20.533 3.1 ng/ul 485098 5 21.544 3145440 20.0
Octadecanoic ac... 20.739 12.4 ng/ul 1957960 5 21.544 3145440 20.0
Carbonic acid, ... 21.262 4.2 ng/ul 655104 5 21.544 3145440 20.0
Sesquirosefuran 21.439 14.6 ng/ul 2293120 5 21.544 3145440 20.0
(DEL) Alkane: S 21.715 2.6 ng/ul 402705 5 21.544 3145440 20.0
(DEL) Alkane: S 22.186 3.8 ng/ul 601262 5 21.544 3145440 20.0
(DEL) Alkane: S 22.692 3.4 ng/ul 528949 5 21.544 3145440 20.0
(DEL) Alkane: S 23.256 3.0 ng/ul 478664 6 23.968 3218950 20.0
(DEL) Alkane: S 23.903 2.6 ng/ul 415332 6 23.968 3218950 20.0
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